LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

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-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 24 29 46 rVB 95466 175214 8.87% 0.884%
2 5.181 523 526 536 rBV 52025 82253 4.16% 0.415%
3 5.563 587 591 612 rBY 1758201 1799674 91.09% 9.081%
4 6.569 757 762 778 rBVY 1814228 1975805 100.00% 9.969%
5 6.716 782 787 790 rBVY 2041542 1920796 97.22% 9.692%
6 6.945 822 826 832 rBV 496785 466996 23.64% 2.356%
7 7.098 848 852 869 rBY 1593452 1419634 71.85% 7.163%
8 7.510 917 922 938 rBVY 1266360 1215386 61.51% 6.132%
9 8.222 1040 1043 1057 rBvV 555414 612968 31.02% 3.093%
10 9.298 1222 1226 1236 rBv 1978600 1761899 89.17% 8.890%

11 9.692 1287 1293 1299 rVB 108560 104856 5.31% 0.529%
12 9.981 1339 1342 1346 rBvV 650751 626007 31.68% 3.159%

13 10.016 1346 1348 1354 rVB 60460 52483 2.66% 0.265%
14 10.192 1373 1378 1382 rBV 34193 33422 1.69% 0.169%
15 10.533 1433 1436 1443 rVB 59550 54414 2.75% 0.275%

16 10.775 1473 1477 1490 rBV 1091975 1091362 55.24% 5.507%
17 11.475 1593 1596 1599 rBV 558849 545035 27.59% 2.750%
18 11.498 1599 1600 1607 rVvV 321283 262640 13.29% 1.325%
19 11.557 1607 1610 1614 rVvVv 103628 93088 4.71% 0.470%
20 11.980 1678 1682 1685 rBV 140853 127671 6.46% 0.644%

21 12.010 1685 1687 1692 rVB 40562 39096 1.98% 0.197%
22 12.098 1698 1702 1709 rVB2 61528 78500 3.97% 0.396%
23 12.698 1800 1804 1812 rBV 340108 318009 16.10% 1.605%
24 12.763 1812 1815 1819 rBV3 27077 28690 1.45% 0.145%
25 12.910 1836 1840 1841 rBV2 59359 61241 3.10% 0.309%

26 12.927 1841 1843 1849 rVB 277649 239856 12.14% 1.210%
27 13.057 1861 1865 1868 rBV 1380819 1126961 57.04% 5.686%

28 13.145 1875 1880 1884 rVB2 16246 24793 1.25% 0.125%
29 13.257 1891 1899 1904 rBV 57873 74685 3.78% 0.377%
30 13.321 1907 1910 1913 rBV 57167 51527 2.61% 0.260%
31 13.357 1913 1916 1919 rBV2 15924 20785 1.05% 0.105%
32 13.880 2001 2005 2007 rBV 22357 25957 1.31% 0.131%

33 13.933 2011 2014 2021 rVV2 176842 215751 10.92% 1.089%
34 14.127 2039 2047 2050 rBV2 534659 646678 32.73% 3.263%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

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

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

Method
Title

35 14.151 2050 2051 2058 rVB 128916 109234 5.53% 0.551%

36 14.239 2062 2066 2067 rBV 32896 38087 1.93% 0.192%
37 14.557 2116 2120 2128 rBvV4 98643 161048 8.15% 0.813%
38 14.645 2133 2135 2138 rBV3 26477 34057 1.72% 0.172%
39 14.874 2168 2174 2178 rBV 94141 112063 5.67% 0.565%
40 14.951 2185 2187 2190 rVB 20815 20264 1.03% 0.102%
41 15.027 2197 2200 2204 rBV4 26899 32481 1.64% 0.164%
42 15.221 2225 2233 2237 rBV2 210894 429094 21.72% 2.165%
43 15.315 2246 2249 2253 rVB2 34331 38970 1.97% 0.197%
44 15.521 2280 2284 2290 rVB 61758 79442 4.02% 0.401%

45 15.586 2291 2295 2297 rVV 111204 131201 6.64% 0.662%

46 15.615 2297 2300 2303 rVV 173400 232045 11.74% 1.171%
47 15.651 2303 2306 2310 rVV 304909 412836 20.89% 2.083%

48 15.686 2310 2312 2318 rVB 55845 71753 3.63% 0.362%
49 16.068 2372 2377 2383 rBVY 153524 226873 11.48% 1.145%
50 16.133 2385 2388 2393 rVB7 17684 29022 1.47% 0.146%

51 16.598 2462 2467 2476 rVB2 68824 121635 6.16% 0.614%
52 17.221 2567 2573 2582 rVB3 53929 119870 6.07% 0.605%
53 17.709 2650 2656 2660 rBV2 23071 44974 2.28% 0.227%

Sum of corrected areas: 19819081
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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: BF110725.D
2000000 6[72

556 6.57
7.10
1500000
7.51

1000000

500000

N >18 \\ b L X .

B . T T B

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: BF110725.D
2000000 9,30

1500000 13.06

10.77
1000000

9.98
8.22 11.47

500000
11.50 12.70

12.93
11.98
%fg 03019 1053 L 156 pigio ng754%1 32X
o N e e e M P e T [ TR
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: BF110725.D
2000000

1500000

1000000

14.13

15.22
13.93 16,07
1415 1486 1487
~a~_,,_*5i#i~A4424 464" 41593 [15.325: p13 1660 1722 arm

e e e i e —————————— e, L e .. ___

Time--> 13.50 14. OO 14. 50 15. OO 15. 50 16 00 16 50 17.00 17. 50 18 00 18.50

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 4

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

2.26 7.50 ng 175214 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 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
3 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 29 (2.257 min): BF110725.D (-24) (-) m/z 73.10 100.00%
731
5000 43.0
55.1 87.1
M 2.202.30 2.40 2.50 2.60 2.70
] )L L R st At LAl LAad) SALS) LA BALAS ALA AA LAA SAAAL IS ARSI SR m/z 43.00 41.22%
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- V\L
73.0
430 2.202.30 2.40 2.50 2.60 2.70
- 550 87.0 m/z 55.10 30.21%
29.0
| 350 |
miz--> 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
5000 m/z 87.10 27 .09%
43.0
20 150 29054 || 530600 | 81.088.0
miz--> 0 LT 18 20 95 30 35 40 45 50 25 60 65 70 75 80 95 90 98
Abundance #1969: 1,4-Butanediamine
30.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.05 12.87%
5000 43.0
59.0
71.0
7o ) lswo | 88.0
m/z--> c') é 1'0 1'5 2'0 2'5 30 3'5 4'0 A 50 5'5 6|O 6|5 7'0 7'5 8|0 8|5 9'0 9'5 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 : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 10

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

5.18 3.52 ng 82253 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 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 526 (5.181 min): BF110725.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
ANARAS LRSS NRARE RARNS RN
| 83.0 10|1.0 4.80 5.00 5.20 5.40 5.60
SEEEEENESASESSE N 4 NSESHMRTSS | UMMM H m/z 59.00 54.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS RN RN LR L
4.80 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 16.68%
210 | 510 || 69.0 830910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 14 .50%
20.0 101.0
180 |, Il 730 830 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- A R e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 9.73%
5000
41.0
T |""H|“' "“ J”'§?'9'” L IR 7?;9. |'§q'9|' "'I""' N SRS RN RN U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 82.26 ng 1920800 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 788 (6.722 min): BF110725.D (-782) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 AR SR L
400 540 6.40 6.60 6.80 7.00
.,....,....,....,::..,.:Il.',..zf?,o....,..!.,.1??.?....,....,"...,.. m/z 134.00 35.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o PP
a0 /S m/z 68.10 32.19%
‘ 79.0 :
'I”'W"”Ll'Wh'”lmLIPme”'“PJ“I}R?q'Jﬁ'”'l'”I”
m/z--> 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-dimethyl-
132.0
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 21.54%
39.0 910
o | o oo | awmo || |
\ 1l [ \\ | 1
miz> 20 30 40 50 60 70 80 90 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R RERasmsams
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.03%
5000
33.0 44.0 00 105.0
60.0 00 | | 1s0
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 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 : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 8
R.T. EstConc Area Relative to ISTD R.T.
11.98 4.68 ng 127671 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 64
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 60
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
Abundance Scan 1682 (11.980 min): BF110725.D (-1678) (-) m/z 73.00 100.00%
43.0 |, 73.0 192.1
5000
11.60 11.80 12.00 12.20
m/z 43.05 93.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
WLWV—‘
5000 129.0 AR SRR B U R
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  91.96%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 192.10 82.84%
94.0 165.0
390 630 | ‘\ 1150 1390 g h‘ ! HH
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260 250 250 2éo
Abundance #54732: Anthracene, 1-methyl- R e R
192.0 11.60 11.80 12.00 12.20
m/z 57.05 77 .35%
5000
83.0
165.0
150 39.0 630 | | 1150 139.0 | 1l kmeNMM
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 220 24'10 2('30 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 : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.10 2.88 ng 78500 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 95
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 64
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 50
4 Methvl diselenide 190 C2H6Se2 007101-31-7 49
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 32
Abundance Scan 1702 (12.098 min): BF110725.D (-1698) (-) m/z 190.10 100.00%

T T T
11.80 12.00 12.20 12.40

5000
94.5 At
63.0 163.0 . . . .
....,....‘,‘4.9..,....,'-...'|:,.1.”..1,...1??9...,....,. m/z 189.10  90.29%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene

5000 LA L L L L LB L L LN L
94.0 1180120012201240
’ m/z 94.50 21.72%
390 63078p | 1100 1370 1630
T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52871: Phenol, 4-(2-thienylmethyl)-
190.0
11.80 12.00 12.20 12.40
5000 m/z 191.05 21.04%
97.0
157.0173.0
77.0 128.0
S M .1 Ao SRR IS VOO
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole)
42.0 190.0 11.80 12.00 12.20 12.40
m/z 187.00 17.96%
5000 122.0
94.0 162.0
\ e 140
= i Y5 PSP ISP .. 28 N N [ N
m/z--> 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 Fluoranthene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.31 ng 74685 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 94
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 87
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 78
Abundance Scan 1900 (13.263 min): BF110725.D (-1891) (-) m/z 216.10 100.00%
21p.1
5000
291 10 700 1076 .0, 1650 189.0 13.00 13.20 13.40 13.60
m/z 215.05 81.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216.0
5000
13.00 13.20 13.40 13.60
108.0 m/z 213.10 22.62%
430, 63.0 8LO 1390 1630 189.0
m/z--> 20 40 60 80 100 120 140 160 180 260 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 18.20%
390 630 8.0 , 0% 1300 1630 189.0 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0 13.00 13.20 13.40 13.60
m/z 57.00 14_73%
5000
95.0 189.0
140 390 630 | 122.0139.0 1630 Il
m/z--> 20 40 60 80 160 120 140 160 180 200 220 13.00 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 : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 8 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.93 6.67 ng 215751 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 92
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 2013 (13.927 min): BF110725.D (-2011) (-) m/z 57.00 100.00%

57.0

5000

:

13.60 13.80 14.00 14.20
m/z 43.05 90.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81246: Cyclohexadecane
5

(&l

.0 83.0

:

5000

13.I60 13.I80 14.IOO 14.I20
m/z 55.05  90.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55,0 83.0

:

13.60 13.80 14.00 14.20
m/z 83.05 75.58%

5000
29.0
Ll { 1390167.0 106.0  238.0266.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate L B e M S
57.0 13.60 13.80 14.00 14.20
m/z 69.10 69.71%
5000

29.0

-

283.0

154.0 182.0 210.0 238.0 334.0
T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .56 4.98 ng 161048 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 50
2 Hexadecane 226 C16H34 000544-76-3 50
3 Heptacosane 380 C27H56 000593-49-7 45
4 Tetracosane 338 C24H50 000646-31-1 45
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 43

Abundance Scan 2121 (14.563 min): BF110725.D (-2116) (-) m/z 57.05 100.00%

57.0

259.2

5000

e

14.20 14.40 14.60 14.80
m/z 43.05 74.97%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
571.0
5000 LA L L L L L B
14.20 14.40 14.60 14.80
99.0 m/z 259.20 62.73%
27r0| gy L 141 0 183. 0 2250 281.0  337.0 394.0
i T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
14.20 14.40 14.60 14.80
5000 m/z 71.10 57.97%
2700 | ﬁgo 1410 1830 226.0
e e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane AR B Eas R
57.0 14.20 14.40 14.60 14.80
m/z 55.05 44 .03%
99.0
ZH‘JJQ‘MW1%02m2mom% 380.0
A A A e e e e e R e N EmER
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\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .87 3.47 ng 112063 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2173 (14.868 min): BF110725.D (-2168) (-) m/z 57.10 100.00%
57.1
99.1 14,60 14.80 15.00 1520
141.1 241.0 . . . .
...l,‘. hod oS 1881 2D ety n7z 43.05  60.550%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 LRI BRI SUE UV IR
14.60 14.80 15.00 15.20
m/z 71.10 57.58%
270 ] L 410 _182.0211.02400
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57.0
14,60 14.80 15.00 1520
5000 m/z 85.05 39.10%
99.0
270| | | JJ 141.0 1830 2250 2670 3000 3660
m/z--> 50 100 1%0 200 250 300 350
Abundance #215181: 2-methyloctacosane R B
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22.10%
5000
99.0
28,0, I JJ‘J 1410 1830 2250 267.0 300.0 36503940
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.52 3.85 ng 79442 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 98
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 94
Abundance Scan 2284 (15.521 min): BF110725.D (-2280) (-) m/z 252.10 100.00%
259.1
5000
125.0
224.0 15.20 15.40 15.60 15.80
420 690 990 1649 1989 2810 477 250.10  27.00%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000

15.20 15.40 15.60 15.80
m/z 253.05  22.74%

125.0
50.0 74.0 99.0 146.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104224: Benzo[k]fluoranthene
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 15.07%
126.0
740 99.0 J mooZMO ‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene R e RS
252.0 15.20 15.40 15.60 15.80
m/z 126.00 13.44%
5000
126.0
2H)%07M)%0HJ\1m0ﬂuu%02%0 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.07 10.99 ng 226873 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 2377 (16.068 min): BF110725.D (-2372) (-) m/z 57.05 100.00%

5000

:

15.80 16.00 16.20 16.40
m/z 71.10 64.69%

1
169.1 239.2

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

-

15.80 16.00 16.20 16.40
m/z 43.05 60.05%

5000

169.0 225.0 296.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

:

Abundance #241528: Tetratetracontane
57.0
R N RARE SRR m e
15.80 16.00 16.20 16.40
5000 m/z 85.05 49.70%
13. O
‘ ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e A e e T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane e AEREEE LRSS ERtS
57.0 15.80 16.00 16.20 16.40
m/z 55.10 23.19%
5000

F

| ] %301690 2250 2810 337.0 394.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
Data File : BF110725.D

Aca On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample = J5909-03

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.60 5.89 ng 121635 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2467 (16.598 min): BF110725.D (-2462) (-) m/z 57.00 100.00%
57.0
5000 V\M\L
\ %0 1a1o 16,20 16.40 16.60 16.80 17.00
U 1790 239.0 284.0 : : : : :
....,.-i..l.-ll:-|.-l.:','~- 2000 | m/z 43.10 66.78%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 AR AR BRI S B
16. 20 16 40 16 60 16. 80 17. 00
99.0 m/z 71.10 62.48%
2705 | | || |14 0. 1830 2250 2820
m/z--> 55 100 150 260 250 360 3éo
Abundance #202661: Heptacosane
57.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.05 44 .23%
99.0
27,0{ j &l.l.}4%° 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #194494: Hexacosane RSN BN L BN N
57.0 16.20 16.40 16.60 16.80 17.00
m/z 41.00 23.90%
- W
27.0| | | ’ 1410 1830 2250 267.0 309.0  366.0
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 16. 20 16 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111318\
Data File : BF110725.D

Acq On : 13 Nov 2018 18:04

Operator : JU/SJ

Sample - J5909-03

Misc :

ALS Vial : 8 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 7.5 ng 175214 1 6.95 466996 20.0
2-Pentanone, 4-hy... 5.18 3.5 ng 82253 1 6.95 466996 20.0
unknown6.72 6.72 82.3 ng 1920800 1 6.95 466996 20.0
n-Hexadecanoic acid 11.98 4.7 ng 127671 4 11.47 545035 20.0
4H-Cyclopenta[def... 12.10 2.9 ng 78500 4 11.47 545035 20.0
Fluoranthene, 2-m... 13.26 2.3 ng 74685 5 14.13 646678 20.0
Cyclohexadecane 13.93 6.7 ng 215751 5 14.13 646678 20.0
Octacosane 14.56 5.0 ng 161048 5 14.13 646678 20.0
Heptadecane 14.87 3.5 ng 112063 5 14.13 646678 20.0
Benzo[e]pyrene 15.52 3.9 ng 79442 6 15.66 412836 20.0
Heneicosane 16.07 11.0 ng 226873 6 15.66 412836 20.0
Eicosane 16.60 5.9 ng 121635 6 15.66 412836 20.0
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