LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 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-BF073019.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 2.146 3 10 28 rvB 975719 1320703 35.49% 3.508%
2 5.475 571 576 603 rBY 3135346 3337706 89.69% 8.865%
3 6.481 742 747 750 rBVY 3020009 3395910 91.26% 9.019%
4 6.616 766 770 774 rBVY 3571197 3513076 94.41% 9.331%
5 6.839 805 808 818 rBV 883369 835681 22.46% 2.220%
6 6.998 831 835 849 rBVY 2842378 2659821 71.48% 7.064%
7 7.404 899 904 919 rBV 2119720 2254402 60.58% 5.988%
8 7.510 919 922 935 rVB 21583 48166 1.29% 0.128%
9 8.122 1022 1026 1047 rVB 1103593 1084841 29.15% 2.881%
10 9.198 1204 1209 1212 rBVY 3886516 3721262 100.00% 9.884%

11 9.316 1224 1229 1238 rVB2 75542 102609 2.76% 0.273%
12 9.592 1271 1276 1285 rBV 559235 611518 16.43% 1.624%
13 9.875 1320 1324 1336 rVB 1423210 1299322 34.92% 3.451%
14 10.669 1454 1459 1475 rBV 1769505 2012733 54.09% 5.346%
15 11.363 1573 1577 1580 rBV 1415855 1321517 35.51% 3.510%

16 11.386 1580 1581 1585 rVB 137345 84242 2.26% 0.224%
17 11.598 1609 1617 1625 rBV3 72802 181471 4._.88% 0.482%
18 11.869 1659 1663 1664 rBV 38523 41829 1.12% 0.111%

19 11.892 1664 1667 1674 rVB3 82496 142309 3.82% 0.378%
20 12.580 1780 1784 1789 rBV 162770 183878 4.94% 0.488%

21 12.669 1795 1799 1812 rBV2 185429 319327 8.58% 0.848%
22 12.810 1817 1823 1829 rVB 160532 211346 5.68% 0.561%
23 12.945 1841 1846 1849 rBV 3758192 3523309 94.68% 9.358%
24 13.704 1972 1975 1977 rBV 42552 42332 1.14% 0.112%
25 13.757 1982 1984 1991 rVB4 47714 61651 1.66% 0.164%

26 13.845 1991 1999 2000 rBvV4 85304 126426 3.40% 0.336%
27 14.004 2022 2026 2036 rVB 907306 995335 26.75% 2.644%
28 14.151 2048 2051 2055 rBV 84240 90290 2.43% 0.240%
29 14.457 2099 2103 2107 rBV 213000 212662 5.71% 0.565%
30 14.533 2112 2116 2122 rVB 130627 143453 3.85% 0.381%

31 14.762 2150 2155 2162 rBV 380435 404332 10.87% 1.074%
32 14.833 2164 2167 2173 rVB 53851 61398 1.65% 0.163%
33 15.051 2200 2204 2206 rBV 39677 56189 1.51% 0.149%
34 15.092 2206 2211 2219 rVB 517853 650707 17.49% 1.728%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 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 = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.345 2251 2254 2261 rVB 40884 60935 1.64% 0.162%

36 15.468 2269 2275 2288 rBV 1014656 1446868 38.88% 3.843%
37 15.898 2342 2348 2358 rBV 325954 534021 14.35% 1.418%
38 16.392 2426 2432 2441 rVB 148872 274236 7.37% 0.728%
39 16.974 2523 2531 2541 rVB3 56138 131659 3.54% 0.350%
40 18.027 2704 2710 2720 rVB5 59549 151626 4_.07% 0.403%

Sum of corrected areas: 37651098
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116046.D

6.62
3500000

5.47
3000000 6.48 700
2500000
7.40
2000000
1500000
1000000%; 15 6.84

500000

B —— —

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: BF116046.D

3500000
3000000
2500000
2000000 10.67

1500000 9.87 11.36

8.12
1000000

500000

9,32 IL 143911 60 160 12185 81

"t 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: BF116046.D

3500000

3000000

2500000

2000000

1500000

15.47

1000000 14.00

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

2.15 31.61 ng 1320700 1,4-Dichlorobenzene-d4 6.85
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 11 (2.152 min): BF116046.D (-3) (-) m/z 73.00 100.00%
3
5000
43 - g7
37, | 7 2.20 2.30 2.40 2.50 2.60
Ot ot b S e M7z 43.00  33.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A RN R U UL U
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 87.00 25.78%
o M\‘ 37\\\ 49 67 | 101
mz> 20 30 40 50 60 70 8 90 100 110 130 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 23.55%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.45%
5000 43
58
0"|“”w“'“|*“'|“"w"w'*“l'“tw"w"“|'“'|“"w"' AN RN R U UL U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.62 Concentration Rank 1

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

6.62 84 .08 ng 3513080 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 Xenon 132 Xe 007440-63-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF116046.D (-766) (-) m/z 132.00 100.00%
32
5000 68
40 , 54 | 75 104 6.20 6.40 6.60 6.80 7.00
) S i Al 1| A - A M - m/z 67.95 37.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethy!-
132
117
5000 AR SR SR
6.0 6.40 6.60 6.80 7.00
0 5 g 9a m/z 134.00 34.69%
A A SN S B~ [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 SRS S
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.26%
- 91
o1 27 39 5l 7 g, gg 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon | NLELELELE LN NI N BN
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 14 .58%
5000
66
0'W'“'P'”I“'W'”'P'“I”Jh'“'P'”I“'W'“'P“'ﬁgﬁl""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Tetradecanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.60 2.75 ng 181471 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecanol 214 C14H300 000112-72-1 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1617 (11.598 min): BF116046.D (-1609) (-) m/z 55.00 100.00%
55
5000
111
3 139 167 11.20 1140 1160 11.80 12.00
0! m/z 83.00 92 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72866: 1-Tetradecanol

5000
11.20 11.40 11.60 11.80 12.00

m/z 43.00 90.33%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
R e R o A
11.20 11.40 11.60 11.80 12.00
5000 11 m/z 69.00 88.94%
29

139 168 194210 238

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene AN a s
43 11.20 11.40 11.60 11.80 12.00
m/z 57.00 79.31%

5000 8
111

0 | 140 168 196 224243 266 204 322
SENNNESS N S S| D N s Sy L SR . B St R .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Anthracene, 9-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.15 ng 142309 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 60
2 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 60
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 60
4 Phenanthrene. 9-methvl- 192 C15H12 000883-20-5 53
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 53

Abundance Scan 1667 (11.892 min): BF116046.D (-1664) (-) m/z 192.00 100.00%

192

73

5000

f—

11.60 11.80 12.00 12.20

0 m/z 73.00 61.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54737: Anthracene, 9-methyl-
192
5000 A M

11.60 11.80 12.00 12.20
m/z 191.00 59.92%

96
2739 63 83 11517139152 ‘ 178 ‘

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

192

11.60 11.80 12.00 12.20
5000 m/z 60.00 46 .03%

g 0O 165
27 39 63 115127139152 177

~

A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54748: Phenanthrene, 2-methyl- B RE R R
192 11.60 11.80 12.00 12.20
m/z 55.00 43.00%
5000

F

96 6
2739 63 82 | 11512713915216517g \

B MM S

m/z--> 20 40 60 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\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 7
R.T. EstConc Area Relative to ISTD R.T.
12.67 4.83 ng 319327 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1799 (12.669 min): BF116046.D (-1795) (-) m/z 73.00 100.00%
43 73
57
5000 129
185 241 O B e L e
143157171 | 199913227 12.40 12.60 12.80 13.00
01 m/z 43.00 95.02%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 SR AR SUNILA BN SR
12.40 12.60 12.80 13.00
m/z 60.00 79.06%
143157171
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 73
12.'40 12.|60 12.I80 13.'00
5000 - 129 m/z 57.00 77 .56%
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid A B e B S
43 90 12.40 12.60 12.80 13.00
m/z 55.00 69.78%
5000
213
143157171185199
0 S
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\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 1-Decanol, 2-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.54 ng 126426 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 87
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 74
Abundance Scan 1998 (13.839 min): BF116046.D (-1991) (-) m/z 57.00 100.00%
57
43 | 71

5000

234 13.60 13.80 14.00 14.20
m/z 71.00 74.01%

. 127141155169 202

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95994: 1-Decanol, 2-hexyl-
57

71

13.60 13.80 14.00 14.20
m/z 43.00 71.29%

5000

140154168182196

224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 R N RARE R RS e
71 13.60 13.80 14.00 14.20
5000 97 m/z 85.05 48.31%
111
29

25
140154168182196210 238252266280 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester S B R Raa s LS
57 13.60 13.80 14.00 14.20
m/z 55.00 34.62%
5000 43
29 [
Ll | LT s s 19 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .46 4.27 ng 212662 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90

Abundance Scan 2104 (14.463 min): BF116046.D (-2099) (-) m/z 57.00 100.00%

57
85
5000
JL

113 14.20 14. 40 14. 60 14. 80
| 141 (169 107 225
ol ll P e . H— m/z 71.00 78.94%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85

5000 ...................
14. 20 14. 40 14. 60 14. 80

m/z 43.00 60.70%

29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1 169 197 225 253 296
e e e e e T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57

14.20 14. 40 14. 60 14.80

5000 85 m/z 85.05 56.45%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 14. 20 14.40 14.60 14.80

m/z 55.00 22 .80%

113
37 ) 0,141 169 197 239 267 204 323 352

| Il

ol A b R e e e e s e

m/z--> 50 100 150 200 250 300 350 14. 20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1H-Pyrazole-5-carboxylic ac... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .53 2.88 ng 143453 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole-5-carboxvlic acid. 3... 274 C15H18N203 1000319-72-5 53
2 Benzenamine. 2-bromo-4-nitro- 216 C6H5BIrN202 013296-94-1 46
3 Naphthalene. 2-(phenvimethvl)- 218 C17H14 000613-59-2 43
4 Tetrachloro-o-benzoauinone 244 Ce6Cl1402 002435-53-2 42
5 2,4-Diethoxyquinazoline 218 C12H14N202 000611-65-4 38

Abundance Scan 2115 (14.527 min): BF116046.D (-2112) (-) m/z 218.10 100.00%

218

5000
189 242 259 14.20 14.40 14.60 14.80
41 77 101 120 137151165
0 & 137 m/z 274.10 55.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122595: 1H-Pyrazole-5-carboxylic acid, 3-(4-butoxyphenyl)...
218 274

5000

14.20 14.40 14.60 14.80
m/z 202.00 27.66%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

218
90
63 186 14.20 14.40 14.60 14.80
5000 m/z 219.10 24.64%
38 143 170 5o

106119
o

mﬁwmﬁwwﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75993: Naphthalene, 2-(phenylmethy!l)- e A
218 14.20 14.40 14.60 14.80

m/z 203.00 17.49%

5000

141

25 39 63 77 91 108 157 165 189 o )
A A e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.76 5.59 ng 404332 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2155 (14.762 min): BF116046.D (-2150) (-) m/z 57.00 100.00%

57
85
5000

141 169 197 14. 40 14 60 14. 80 15. OO
o...l,.-..‘d-' P S LR . — m/z 71.05 76.41%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

5000
14.40 14.60 14.80 15.00
m/z 43.00 63.09%

113
o 29 h || 77T 141 169 197 225 267 295 365 393
T T T T R T e B
m/z--> 50 100 150 200 250 300 350
Abundance
57

14. 40 14 60 14. 80 15.00

5000 85 m/z 85.05  53.70%
29
. 13 141 160 197 225 253 295 323 367
L e S e e B B L e B s e s s s e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane =TT O T T
57 14.40 14.60 14.80 15.00

m/z 55.00 21.47%

29
] | (M3 141 169 197 225 253 281 309 337 365 394

oL b S e A A R R St i

T
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.09 8.99 ng 650707 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2211 (15.092 min): BF116046.D (-2206) (-) m/z 57.00 100.00%
57
85
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
| ﬂ113 141 169 197 239 267 226 14.80 15.00 15.20 15.40
0 ....,... L, e m/z 71.05 73.60%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.00 59.79%
29 113 141
oL, .“. J il H“\ .‘“‘. h‘l .”‘.“. | I“ Il69 :!'9|7|2|2|5|2|53| |2|82| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.05 56.14%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane S B L B L N N B B
57 14.80 15.00 15.20 15.40
m/z 55.00 23.23%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 7.38 ng 534021 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2348 (15.898 min): BF116046.D (-2342) (-) m/z 57.00 100.00%
57
85 }
5000
I 15160 1580 1600 1620
R U9 5 O R s S L .. — m/z 71.05 73.23%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
15.60 15.80 16.00 16.20
113 m/z 43.00 57 .20%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 15.60 15.80 16.00 16.20
5000 m/z 85.05 54 .88%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane i e i e
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .84%
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.39 3.79 ng 274236 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2432 (16.392 min): BF116046.D (-2426) (-) m/z 57.00 100.00%
g7 \
85
5000
113 16.00 16.20 16.40 16.60 16.80
141 169 . . . . .
o...J,'.-l..J.-“,*“ Ao e | m/z 71.00 73.42%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U AL
16.00 16.20 16.40 16.60 16.80
m/z 43.00 57.48%
29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
16.00 16.20 16.40 16.60 16.80
5000 g5 m/z 85.05 55.17%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane B s e e e
57 16.00 16.20 16.40 16.60 16.80
m/z 55.00 21.99%
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1% 200 250 300 350 ' 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116046.D

Aca On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownl18.03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.03 2.10 ng 151626 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01Tnonane. 5.b... 332 C15H251 1000195-85-9 43
2 (-)-I1solonaifolol. methvl ether 236 C16H280 1000333-80-8 35
3 3H-Cvclopentall.3lcvclopropall.2... 220 C14H2002 066708-18-7 27
4 9-Borabicvclol3.3.11Tnonan-9-amin... 205 C13H24BN 143122-94-5 25
5 Aciphyllene 204 C15H24 087745-31-1 25
Abundance Scan 2711 (18.033 min): BF116046.D (-2704) (-) m/z 205.10 100.00%
205

5000

17.80 18.00 18.20 18.40
m/z 109.00  78.72%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
9

17.I80 18.I00 18!20 18.I40
m/z 121.00  77.90%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

g1 | 109
41 135 17.80 18.00 18.20 18.40
5000 m/z 95.00 77 .08%
189
oh 161
15 208 236

S R AN R R L LAl KA LA L LR LN LARAN LS LARAS LS AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77439: 3H-Cyclopenta[1,3]cyclopropa[1,2]benzene-3,6(7H)-d... R B e e
205 17.80 18.00 18.20 18.40
m/z 67.00 74 .49%

5000

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080719\
Data File : BF116046.D

Acq On : 7 Aug 2019 13:14

Operator : HP/JU

Sample : K4154-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.15 31.6 ng 1320700 1 6.85 835681 20.0
unknown6 .62 6.62 84.1 ng 3513080 1 6.85 835681 20.0
1-Tetradecanol 11.60 2.8 ng 181471 4 11.36 1321520 20.0
Anthracene, 9-met... 11.89 2.1 ng 142309 4 11.36 1321520 20.0
Octadecanoic acid 12.67 4.8 ng 319327 4 11.36 1321520 20.0
1-Decanol, 2-hexyl- 13.84 2.5 ng 126426 5 14.00 995335 20.0
Heneicosane 14.46 4.3 ng 212662 5 14.00 995335 20.0
1H-Pyrazole-5-car... 14.53 2.9 ng 143453 5 14.00 995335 20.0
2-methyloctacosane 14.76 5.6 ng 404332 6 15.47 1446870 20.0
Eicosane 15.09 9.0 ng 650707 6 15.47 1446870 20.0
Hexacosane 15.90 7.4 ng 534021 6 15.47 1446870 20.0
Heptacosane 16.39 3.8 ng 274236 6 15.47 1446870 20.0
unknown18.03 18.03 2.1 ng 151626 6 15.47 1446870 20.0
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