LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.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 4.998 491 495 509 rBV 271340 530929 13.29% 1.550%
2 5.398 560 563 594 rBY 2590638 3995968 100.00% 11.666%
3 6.422 734 737 755 rBVY 2826346 3965596 99.24% 11.577%
4 6.545 755 758 776 rVB 3167702 3648423 91.30% 10.651%
5 6.769 793 796 806 rBV 941095 992618 24.84% 2.898%
6 6.928 819 823 846 rVB 2148699 2446661 61.23% 7.143%
7 7.345 890 894 917 rBVY 2110710 2504879 62.69% 7.313%
8 8.051 1011 1014 1033 rvB 1091711 1255572 31.42% 3.666%
9 9.122 1193 1196 1205 rBVY 2676397 2715490 67.96% 7.928%
10 9.192 1205 1208 1211 rVB 75340 65533 1.64% 0.191%

11 9.527 1262 1265 1270 rVB 265438 255997 6.41% 0.747%
12 9.722 1294 1298 1301 rVB 180875 155421 3.89% 0.454%

13 9.774 1301 1307 1309 rBv4 23679 44090 1.10% 0.129%
14 9.810 1309 1313 1317 rBV 1082906 1063270 26.61% 3.104%
15 10.039 1348 1352 1356 rVB3 45390 53648 1.34% 0.157%
16 10.216 1379 1382 1385 rVB 218636 173129 4_.33% 0.505%
17 10.369 1405 1408 1414 rVB 34046 40451 1.01% 0.118%
18 10.433 1414 1419 1422 rBV 58955 79242 1.98% 0.231%

19 10.610 1445 1449 1460 rBV 1190610 1459064 36.51% 4._.260%
20 10.692 1460 1463 1467 rVV 151179 148008 3.70% 0.432%

21 11.139 1535 1539 1546 rBV3 71550 98002 2.45% 0.286%
22 11.204 1547 1550 1559 rVB 31415 47912 1.20% 0.140%
23 11.304 1563 1567 1569 rBV 925835 864276 21.63% 2.523%
24 11.327 1569 1571 1578 rVV 451782 420674 10.53% 1.228%

25 11.386 1578 1581 1589 rVB 76983 90646 2.27% 0.265%
26 11.563 1607 1611 1614 rVB3 47935 48952 1.23% 0.143%
27 11.810 1649 1653 1656 rBV2 129889 136137 3.41% 0.397%
28 11.839 1656 1658 1663 rVB 78226 74067 1.85% 0.216%
29 11.921 1669 1672 1674 rBV2 74975 81988 2.05% 0.239%
30 12.168 1711 1714 1720 rBV2 37952 48954 1.23% 0.143%
31 12.357 1742 1746 1748 rBV2 71077 75709 1.89% 0.221%
32 12.521 1770 1774 1779 rBV 590864 568979 14.24% 1.661%
33 12.680 1797 1801 1806 rBv4 37806 66107 1.65% 0.193%
34 12.733 1807 1810 1811 rVV 106455 90368 2.26% 0.264%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.751 1811 1813 1819 rVB 486749 488801 12.23% 1.427%

36 12.880 1831 1835 1839 rBV 2181456 1980139 49.55% 5.781%

37 12.974 1847 1851 1856 rVB2 45119 70710 1.77% 0.206%
38 13.086 1862 1870 1875 rBV 78210 119292 2.99% 0.348%
39 13.192 1884 1888 1895 rVB2 55126 80110 2.00% 0.234%
40 13.427 1925 1928 1930 rBV2 38748 40653 1.02% 0.119%
41 13.615 1958 1960 1964 rVB 50956 46923 1.17% 0.137%

42 13.727 1974 1979 1981 rBV2 72324 104784 2.62% 0.306%
43 13.757 1981 1984 1992 rVvv4 167550 255103 6.38% 0.745%
44 13.827 1994 1996 1999 rVB 46705 42092 1.05% 0.123%
45 13.892 2004 2007 2011 rVB 144314 130668 3.27% 0.381%

46 13.957 2013 2018 2021 rBV2 924864 1164763 29.15% 3.400%
47 13.980 2021 2022 2029 rVB 274070 259369 6.49% 0.757%
48 14.068 2034 2037 2040 rVB2 50865 61684 1.54% 0.180%
49 15.004 2192 2196 2199 rBVY 212854 297921 7.46% 0.870%
50 15.304 2244 2247 2252 rVB 92911 109146 2.73% 0.319%

51 15.368 2255 2258 2264 rVB 139377 190176 4.76% 0.555%
52 15.427 2264 2268 2272 rBV 387765 503612 12.60% 1.470%

Sum of corrected areas: 34252706
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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: BF101906.D
3000000 6.42

5.40
2500000

6.93 7.35
2000000
1500000

1000000 6.77

500000
5.00

ot

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: BF101906.D

3000000

9.12

2500000
12.88

2000000

1500000

10.61

8.05 9.81
1000000

500000

04

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF101906.D

3000000

2500000

2000000

1500000

13.96

1000000

500000

o T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 3

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

5.00 10.70 ng 530929 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF101906.D (-491) (-) m/z 43.00 100.00%
a3
59
5000
1o 460 480 500 520 5.40
o.”“”.“”w.”qh.ﬁ{ﬂ,nﬁﬁ”.ﬁ?w.nqL.w”.w””“.”““w m/z 59.00 56.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS UL AR L I
59 460 4.80 500 5.20 5.40
m/z 101.00 18.42%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 41 m/z 58.00 14.36%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 460 480 500 520 540

m/z 41.00 9.53%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknown6.55 Concentration Rank 1

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

6.55 73.51 ng 3648420 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 759 (6.551 min): BF101906.D (-755) (-) m/z 132.00 100.00%
5000 68
6 TTTTTTTTT T T T T T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80
o S [ .6?:.'.|....,..5.‘.7,..!.,.':..,.1.1.5.,....,-'...,.. m/z 68.05 40.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.49%
138 ‘
0 "I""I""I""l‘l'l"I""I"'ll""l""l""l""l'"'I""I T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.20 6.40 6.60 6.80
5000 m/z 66.05 26 .54%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.05 16.13%
5000
104
51 66 77
ol 14 27 3744 58 | . 89 97 || 115
T T e T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Hexadecane Concentration Rank 9

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

9.72 2.92 ng 155421 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 78
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72

Abundance Scan 1298 (9.722 min): BF101906.D (-1294) (-) m/z 57.05 100.00%
57
43

5000

9.40 9.60 9.80 10.00
m/z 43.05 76.18%

| 99 113 127 141 154 167 182

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane

5000 n e =
9.40 9.60 9.80 10.00

29 8 m/z 71.10 56.68%
L L “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
9.40 9.60 9.80 10.00
5000 71 g m/z 85.10 36.12%
29 99
0 113 127 141 155 168 182 212
T T T T T T T T e T e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propy!-
43 9 9.40 9.60 9.80 10.00
m/z 41.00 32.63%
71
5000 85
99 140
o i | 113127 7" 154166 182195 226
T o o o e IR e e R AR RE e R e AR ERERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.22 3.26 ng 173129 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
4 Tridecane 184 C13H28 000629-50-5 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 1383 (10.222 min): BF101906.D (-1379) (-) m/z 57.05 100.00%
57
43
71
5000 85
99 " 10/00 1020 10,40 10.60
113 149 170 10.00 10.20 10.40 10.60
o...,....I,"..."-,..":.,'!-...n',..:'.,1.2]7..,'..'..,....,....,...., m/z 43.05 68.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57
43
71
5000 85 R SN BN BULILN
mmmmmmmm
29 m/z 71.10 57.97%
oL 15 J N 9% 113 127 141 155 169 198
miz--> X & % 1h 1 o 1k i o
Abundance
57
43 UM TSN R
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.10 42 .84%
29 9%
oL 18 113 127 141 155 169 183 212
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38329: Undecane, 2-methyl- e BB REEEE BE s L
43 10.00 10.20 10.40 10.60
57 m/z 41.10 32.96%
5000 - 71
85
127
S O V- = N
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 00 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 wunknownll.14 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.14 2.27 ng 98002 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 46
2 Octadecane 254 C18H38 000593-45-3 46
3 Hexadecane 226 C16H34 000544-76-3 43
4 Pentadecane 212 C15H32 000629-62-9 43
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 43

Abundance Scan 1539 (11.139 min): BF101906.D (-1535) (-) m/z 57.10 100.00%

g7
43

71

99 152 J—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
113126 196 10.80 11.00 11.20 11.40
01 m/z 43.05 73.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
57
43
71 kawmwmm_ﬁm-\Mﬁqu
5000 LA L L L L B |
85 10.80 11.00 11.20 11.40
29 99 m/z 71.05 62.73%
o Pl 1}3127141155169132196210 240
R e o A o AREARNRREEsEEERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57 ,J
71 10.80 11.00 11.20 11.40
5000 85 m/z 85.05 42.46%
29 9
. 113127141 155 169183197 211205 254
T T T T e e T [T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 )
Abundance #83023: Hexadecane
57 10.80 11.00 11.20 11.40
43 m/z 180.00 40.50%
71
5000 85
0 | L | , | 7 118127141155169183197 226
R R A REAR R R RA L RA S aE RARR S REARS REREE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.81 3.15 ng 136137 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 83
2 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 83
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 70
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 60
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 60

Abundance Scan 1653 (11.810 min): BF101906.D (-1649) (-) m/z 192.10 100.00%

192

5000

11.40 11.60 11.80 12.00 12.20

0 m/z 191.00 61.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192
5000

11.40 11.60 11.80 12.00 12.20
m/z 73.00 45.68%

165
2739 63 82 9 115127139152 | 177 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.40 11.60 11.80 12.00 12.20
5000 m/z 60.00 42.78%
165
o 39 63 82 96 115157139152 | 178
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl- A
192 11.40 11.60 11.80 12.00 12.20
m/z 43.05 41.98%
5000
165
oL27 5063 82 3 115107139152 | 177 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.09 2.05 ng 119292 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 95
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 83
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1871 (13.092 min): BF101906.D (-1862) (-) m/z 216.10 100.00%
216
5000
57 107 189 12.80 13.00 13.20 13.40
4 85 163 281 : : :
ol 126 145 299 32 "m/z 215.10 78.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74422: 11H-Benzo[b]fluorene
216
5000
12.80 13.00 13.20 13.40
108 m/z 213.00 21.86%
o 57 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 16.88%

107
27 44 63 81 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216 12.80 13.00 13.20 13.40
m/z 107 .60 13.70%
5000

163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.76 4.38 ng 255103 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 89
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 83
3 n-Nonadecanol-1 284 C19H400 001454-84-8 76
4 Behenic alcohol 326 C22H460 000661-19-8 76
5 n-Heptadecanol-1 256 C17H360 001454-85-9 76

Abundance Scan 1985 (13.762 min): BF101906.D (-1981) (-) m/z 226.05 100.00%

b6
5000

13.40 13.60 13.80 14.00

139 164180 198 263 300
Obrrrprrrrihs 247 m/z 57.00 52.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 LA L L L L L B

13.40 13.60 13.80 14.00
m/z 55.05 50.88%

139154 266

294

182 210 238

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 WM/\\J\#\M/
Abundance

43
69 R U R
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 47.11%
27 125

153168 196 224

FEiE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 R e B B BRI
55 13.40 13.60 13.80 14.00
m/z 97.10 42 .52%
0 Dl 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101906.D

Aca On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample : J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Perylene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.30 4.33 ng 109146 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 99
2 Benzolelpvrene 252 C20H12 000192-97-2 98
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93

Abundance Scan 2246 (15.298 min): BF101906.D (-2244) (-) m/z 252.10 100.00%
252
5000
125
15.00 15.20 15.40 15.60
224
o33 63809, | 161180202 227 MU 284 809827 352 | n77 250.05  25.00%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
5000
15.00 15.20 15.40 15.60
125 m/z 125.00 20.48%
ol17 .39 74 99 ! m 150 174 200 224 m
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 253.05 19.85%
125
0 50 74 99 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene R e
252 15.00 15.20 15.40 15.60
m/z 126.00 15.20%
5000
126
0 50 74 100, | 149 174 200 224 |
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010418\
Data File : BF101906.D

Acq On : 4 Jan 2018 22:09

Operator : SJ/JU

Sample - J1033-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 10.7 ng 530929 1 6.77 992618 20.0
unknown6 .55 6.55 73.5 ng 3648420 1 6.77 992618 20.0
Hexadecane 9.72 2.9 ng 155421 3 9.81 1063270 20.0
Tetradecane 10.22 3.3 ng 173129 3 9.81 1063270 20.0
unknownll.14 11.14 2.3 ng 98002 4 11.30 864276 20.0
Phenanthrene, 1-m... 11.81 3.1 ng 136137 4 11.30 864276 20.0
11H-Benzo[b]fluorene 13.09 2.0 ng 119292 5 13.96 1164760 20.0
1-Heneicosanol 13.76 4.4 ng 255103 5 13.96 1164760 20.0
Perylene 15.30 4.3 ng 109146 6 15.43 503612 20.0
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