LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.934 479 484 490 rVB 272156 371203 8.52% 0.870%
2 5.339 547 553 556 rBY 3872143 4357877 100.00% 10.213%
3 6.363 721 727 731 rBVY 3900028 4239515 97.28% 9.935%
4 6.498 745 750 753 rBVY 4041215 4247147 97 .46% 9.953%
5 6.728 785 789 792 rBVY 1437168 1152618 26.45% 2.701%
6 6.881 811 815 819 rBVY 3502747 3362812 77.17% 7.881%
7 7.292 879 885 888 rBY 2821471 2701668 62.00% 6.331%
8 8.004 1002 1006 1009 rBVY 1582784 1424372 32.68% 3.338%
9 8.957 1165 1168 1173 rBV 65362 57332 1.32% 0.134%
10 9.086 1185 1190 1193 rBV 4503202 3831768 87.93% 8.980%
11 9.169 1200 1204 1209 rBvV2 99878 99430 2.28% 0.233%
12 9.480 1253 1257 1260 rBV 516684 436445 10.02% 1.023%
13 9.616 1277 1280 1286 rBV 84010 91659 2.10% 0.215%

14 9.692 1291 1293 1298 rVV 200555 178214 4_.09% 0.418%
15 9.757 1298 1304 1308 rvVv2 1396969 1275935 29.28% 2.990%

16 9.792 1308 1310 1314 rVB 51781 44508 1.02% 0.104%
17 9.922 1326 1332 1335 rBV5 25870 46670 1.07% 0.109%
18 9.957 1335 1338 1341 rvv2 50103 51995 1.19% 0.122%

19 10.169 1370 1374 1376 rBV 196189 167257 3.84% 0.392%
20 10.192 1376 1378 1382 rVB 200630 162478 3.73% 0.381%

21 10.304 1394 1397 1402 rVB 66257 64302 1.48% 0.151%
22 10.416 1410 1416 1418 rBV2 57617 72860 1.67% 0.171%
23 10.545 1433 1438 1441 rBV 2023896 1817468 41.71% 4._.259%
24 10.669 1456 1459 1467 rVB 155424 177522 4_.07% 0.416%
25 10.851 1486 1490 1493 rBV5 37699 45166 1.04% 0.106%

26 11.116 1527 1535 1537 rBvV4 60738 75827 1.74% 0.178%
27 11.239 1552 1556 1558 rBV 1155057 981349 22.52% 2.300%
28 11.263 1558 1560 1564 rVvVv 592728 458752 10.53% 1.075%
29 11.316 1564 1569 1572 rVV 137697 130330 2.99% 0.305%
30 11.468 1590 1595 1601 rBV2 56933 65836 1.51% 0.154%

31 11.739 1638 1641 1643 rBV 100534 85608 1.96% 0.201%
32 11.768 1643 1646 1651 rVB2 235440 233719 5.36% 0.548%
33 11.851 1656 1660 1662 rVV 151881 158205 3.63% 0.371%
34 11.874 1662 1664 1668 rVB 78407 63024 1.45% 0.148%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

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:\HPCHEM1I\BNA F\METHODS\8270-BF010918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.039 1689 1692 1693 rBvV 58197 49830 1.14% 0.117%
36 12.286 1731 1734 1737 rBV 74629 70249 1.61% 0.165%
37 12.327 1737 1741 1743 rVV4 40403 59053 1.36% 0.138%
38 12.368 1746 1748 1753 rVB3 44976 53787 1.23% 0.126%

39 12.445 1758 1761 1765 rBV 590525 539573 12.38% 1.264%
40 12.674 1791 1800 1803 rBV 626398 690394 15.84% 1.618%

41 12.727 1807 1809 1813 rVB3 46300 47478 1.09% 0.111%
42 12.827 1822 1826 1829 rBV 2777295 2477362 56.85% 5.806%
43 12.892 1832 1837 1841 rBV3 59552 103240 2.37% 0.242%
44 13.004 1853 1856 1859 rVB 104514 108049 2.48% 0.253%

45 13.068 1864 1867 1870 rVV 72017 67564 1.55% 0.158%
46 13.104 1870 1873 1876 rvv2 115059 121342 2.78% 0.284%
47 13.198 1886 1889 1892 rBV 58806 49964 1.15% 0.117%
48 13.227 1892 1894 1897 rBV 58009 48493 1.11% 0.114%
49 13.310 1905 1908 1913 rVB3 62532 70056 1.61% 0.164%
50 13.510 1939 1942 1947 rVB 55452 69854 1.60% 0.164%

51 13.621 1956 1961 1964 rBV2 70741 119905 2.75% 0.281%
52 13.651 1964 1966 1968 rBV 62711 53293 1.22% 0.125%
53 13.721 1974 1978 1985 rVB2 299676 291931 6.70% 0.684%
54 13.874 1999 2004 2006 rBV2 1233532 1422370 32.64% 3.333%
55 13.898 2006 2008 2015 rVB 385878 339209 7.78% 0.795%

56 14.257 2066 2069 2073 rVB 84723 77477 1.78% 0.182%
57 14.292 2073 2075 2079 rVB 64252 58368 1.34% 0.137%
58 14.357 2083 2086 2088 rVB3 56813 52457 1.20% 0.123%

59 14.509 2109 2112 2116 rBV2 92918 117112 2.69% 0.274%
60 14.886 2172 2176 2179 rBV 321167 471914 10.83% 1.106%

61 14.986 2191 2193 2197 rVB 96646 97097 2.23% 0.228%
62 15.168 2221 2224 2229 rVB 203748 246465 5.66% 0.578%
63 15.227 2230 2234 2239 rBV 304510 353871 8.12% 0.829%
64 15.292 2240 2245 2248 rBV 905370 1083428 24.86% 2.539%
65 15.786 2326 2329 2332 rBV5 49963 74202 1.70% 0.174%

66 16.656 2472 2477 2486 rVB2 128204 260697 5.98% 0.611%
67 17.074 2543 2548 2554 rBV 98165 194439 4._46% 0.456%

Sum of corrected areas: 42671394
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF011118\

BF102024.D

11 Jan 2018 17:52

SJ/Ju

J1081-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF102024.D
50

6.3(?'

5.34
6.88

6.73

4.93

7.29

0
Time-->

5.00

5.50

Abundance

4000000
3000000
2000000
1000000

0!

Time--> 8.00

TIC: BF102024.D

10.55

12.4412.67

8.50 10.50 12.50

12.83

13.00

13.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF102024.D

13.87

Time-->

14.00

16.00 16.50 17.00

14.50

15.00 15.50

17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

4.93 6.44 ng 371203 1,4-Dichlorobenzene-d4 6.73
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 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF102024.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 P
ol 808 Lm0 | 69,00 52.17%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SSEDENEAE SRRE ARE
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 16.91%
0 21.0 350 | 510 ‘ 67.0 830 910 | |
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520
5000 57.0 m/z 58.00 15.23%
29.0
101.0
78.0
R S S S SO LU SIS SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- I  EAREEEE R S
59.0 4.60 4.80 5.00 5.20
m/z 41.00 7.96%
5000
41.0
29.0 101.0
oberetl L1, 900 ), 780 860 |
m/z--> 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.50 Concentration Rank 1

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

6.50 73.70 ng 4247150 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 750 (6.498 min): BF102024.D (-745) (-) m/z 131.95 100.00%
131.9
5000 68.0
w00 | 9%.1 | "ok 60 660 6ho
: 54.0 : : :
Ot el 80 A60us1 WL hz7” 68.05  38.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IS LR L
6.20 6.40 6.60 6.80
210 510 m/z 134.00 33.48%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 24.70%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene e e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 14 .56%
5000
63.0 81.0
mz-> "'3'0' S '1'66' 'iic')' 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

9.69 2.79 ng 178214 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1293 (9.692 min): BF102024.D (-1291) (-) m/z 57.05 100.00%
57.0
5000
85.0
39 113.1 9.40 9.60 9.80 10.00
0...,....','...“,..'..,....‘,....,...1.4,1.1...,....,....,....,....,.. m/z 43.05 72.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
5000 T T T T T T[T T T T T
85.0 9.40 9.60 9.80 10.00
29.0 ‘ m/z 71.05 47 .95%
0 o ‘ 1130 141.0 169.0 197.0 226.0
m/z--> 20 45 éo 85 100 150 140 160 180 200 220 240
Abundance
57.0
9.40 9.60 9.80 10.00
0
5000 g5.0 m/z 85.05 32.82%
29.0
o 1130 141.0 169.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0 9.40 9.60 9.80 10.00
m/z 41.05 31.48%
5000 85.0
29.0
. ) 80 1410 1690 196.0 240.0
m/z--> 20 4I 6|0 80 1(')0 120 14'10 160 180 200 220 24'10 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Pentanoic acid, 2,2,4-trime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.62 ng 167257 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2.2.4-trimethvl-... 286 C16H3004 1000140-77-5 64
2 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 64
3 Butanoic acid. 2-propenvl ester 128 C7H1202 002051-78-7 53
4 diethvl-2-(tetrahvdrofuran-2-v)... 244 C12H2005 1000365-67-0 45
5 4-Hexen-3-ol, 2-methyl- 114 C7H140 004798-60-1 42
Abundance Scan 1374 (10.169 min): BF102024.D (-1370) (-) m/z 71.05 100.00%
71.0
43.1
5000
111.0 159.1 9.80 10.00 10.20 10.40
Obr bbb B A BP0 OO 281 Thyz  43.10  57.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132856: Pentanoic acid, 2,2,4-trimethyl-3-carboxyisopropy...
71.0
43.0
5000 NN DA B
9.80 10.00 10.20 10.40
m/z 41.05 11.84%
ol J Lo 910 ap70 1890 1850 2150 2430
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 250
Abundance
71.0
9.80 10.00 10.20 1040
5000 m/z 56.00 10.01%
43.0
0 89.0 111.0 159.0 243.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12269: Butanoic acid, 2-propenyl ester B R Ea L
71.0 9.80 10.00 10.20 10.40
m/z 111.00 7.31%
43.0
5000
0 0 ‘M ) | 100 0 128 0
m/z--> ﬁo 45 60 80 160 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.67 3.62 ng 177522 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58

Abundance Scan 1459 (10.669 min): BF102024.D (-1456) (-) m/z 57.10 100.00%

1

5000
41
1131 1400  168.11841 10.40 10.60 10.80 11.00
0! m/z 43.10 69.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0 L L B B B
41,0 10 40 10. 60 10 80 11. OO
m/z 71.10 58.58%
o 260 | [, M30 1410 1600 1980
T B o e e o B e R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
10.40 10.60 10.80 11.00
5000 71.0 m/z 85.05 40.24%
112.0
o 21,0 86.0 1410  170.0
I B e B AL e e e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane BRI Sea
57.0 10.40 10.60 10.80 11.00
m/z 41.05 31.57%
5000
41l 85.0
ol 200, “\ [ - “ , 1180 | 141.01560  184.0
L B o s e o e B e e L S s L I o o
m/z--> 20 40 60 80 100 120 140 160 180 200 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 4.76 ng 233719 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 91
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 83
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 83

Abundance Scan 1646 (11.768 min): BF102024.D (- 1643) ) m/z 192.10 100.00%

5000

94.8 129.0 165.1 11.40 11.60 11.80 12.00

0 m/z 191.10 56.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
11.40 11.60 11.80 12.00
m/z 73.05 33.21%
83.0 165.0

15.0 39.0 63.0 115.0 139.0

ol M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
11.40 11.60 11.80 12.00
5000 m/z 60.00 31.05%
165.0
ol 27.0 63.0  96.01150 139.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0 11.40 11.60 11.80 12.00

m/z 43.00 30.54%

5000
1650 W\A/\\./\—AJW
390 630 96071150 139.0

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 : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.22 ng 158205 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 60
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4CI1202 000090-60-8 59
3 Methvl diselenide 190 C2H6Se2 007101-31-7 30
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 25
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 25

Abundance Scan 1660 (11.851 min): BF102024.D (-1656) (-) m/z 190.10 100.00%
1
5000
165.1 11.60 11.80 12.00 12.20
63.0
ol 22 2 1200 1800 2000\ "m/z 189.05  93.99%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.60 11.80 12.00 12.20
95.0 m/z 192.10 64 .64%
270 430 630 700 | 1110 1570 1630 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
1160 11.80 12.00 12.20
5000 m/z 191.10 49 _52%
63.0
133.0
280 970 172.0
0 47.0 81.0 153.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide
93.0 190.0 11.60 11.80 12.00 12.20
m/z 94_.50 30.64%
5000 1730
109.0
156.0
0 ||||||||||||||||7|6|11#||||||||||||||||||ﬁ|||| T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.10 ng 291931 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 89
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 1978 (13.721 min): BF102024.D (-1974) (-) m/z 57.05 100.00%

9]

(-0 83.0

5000

:

13.40 13.60 13.80 14.00
m/z 55.05 91.81%

o 272.0300.1 328 1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

:

5000 LA L L L L L L L L
13.40 13.60 13.80 14.00
m/z 43.05 91.07%
29.0 139.0
o ~167.0196.0  238.0266.0 294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
MRS
13.40 13.60 13.80 14.00
5000 111.0 m/z 83.05 84.97%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate T T T
13.40 13.60 13.80 14.00
m/z 69.05 74.42%
o 13901670 196.0222.0  266.0294.0325 o
- IIIIIIIIIIIIIIIIIII

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102024.D

Aca On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample : J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.17 4.55 ng 246465 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzolelpvrene 252 C20H12 000192-97-2 93
4 Benzolilfluoranthene 252 C20H12 000205-82-3 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 2224 (15.168 min): BF102024.D (-2221) (-) m/z 252.10 100.00%
25p.1
5000
125.0
2241 14.80 15.00 15.20 15.40
ol 4231 20 g I 1ral Sl 2910 8261 36531 hz7 250.10  32.24%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
5000
14.80 15.00 15.20 15.40
125.0 m/z 253.10 21.37%
o170 500 830 | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.00 19.98%
126.0
99.0 224.0
R L L L S WL B
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene L m e EEME a
252.0 14.80 15.00 15.20 15.40
m/z 126.00 16.52%
5000
126.0
0 41.0 68.0 99.0) [, 1740 2240
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011118\
Data File : BF102024.D

Acq On : 11 Jan 2018 17:52

Operator : SJ/JU

Sample - J1081-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.93 6.4 ng 371203 1 6.73 1152620 20.0
unknown6 .50 6.50 73.7 ng 4247150 1 6.73 1152620 20.0
Hexadecane 9.69 2.8 ng 178214 3 9.76 1275940 20.0
Pentanoic acid, 2... 10.17 2.6 ng 167257 3 9.76 1275940 20.0
Tetradecane 10.67 3.6 ng 177522 4 11.24 981349 20.0
Anthracene, 2-met... 11.77 4.8 ng 233719 4 11.24 981349 20.0
4H-Cyclopenta[def... 11.85 3.2 ng 158205 4 11.24 981349 20.0
1-Heneicosanol 13.72 4.1 ng 291931 5 13.87 1422370 20.0
Perylene 15.17 4.5 ng 246465 6 15.29 1083430 20.0
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