LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 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-BF061918 .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 5.195 482 486 496 rBV 146582 174424 12.75% 1.093%
2 5.601 551 555 567 rBVY 1271415 1259918 92.13% 7.893%
3 6.601 720 725 739 rBVY 1301741 1283183 93.83% 8.038%
4 6.731 743 747 750 rBVY 1473454 1306332 95.52% 8.183%
5 6.954 781 785 788 rBV 442596 388862 28.43% 2.436%
6 7.107 807 811 815 rBVY 1206509 1040458 76.08% 6.518%
7 7.519 876 881 884 rBV 855496 814594 59.57% 5.103%
8 8.236 999 1003 1005 rBV 500416 467326 34.17% 2.928%
9 8.948 1121 1124 1128 rVB 19032 15399 1.13% 0.096%
10 9.307 1181 1185 1188 rBV 1604007 1367549 100.00% 8.567%
11 9.701 1248 1252 1257 rVB 202146 166106 12.15% 1.041%
12 9.854 1273 1278 1281 rBV 19665 20367 1.49% 0.128%
13 9.901 1283 1286 1287 rVV 22569 21107 1.54% 0.132%
14 9.930 1287 1291 1298 rVV 42861 82618 6.04% 0.518%
15 9.995 1298 1302 1305 rvVv 552803 518407 37.91% 3.248%
16 10.024 1305 1307 1312 rVB 30902 25001 1.83% 0.157%
17 10.401 1368 1371 1374 rVB 36714 30466 2.23% 0.191%
18 10.542 1392 1395 1401 rVB 28498 27542 2.01% 0.173%
19 10.619 1401 1408 1412 rBV4 15549 29565 2.16% 0.185%

20 10.789 1433 1437 1440 rBV 941929 850295 62.18% 5.327%

21 10.871 1448 1451 1456 rBV 35760 37425 2.74% 0.234%
22 11.483 1552 1555 1558 rBV 508420 480538 35.14% 3.010%
23 11.513 1558 1560 1563 rVV 214731 177552 12.98% 1.112%

24 11.560 1563 1568 1573 rVB 44781 45340 3.32% 0.284%
25 11.689 1586 1590 1593 rBV 40480 41796 3.06% 0.262%
26 11.983 1636 1640 1643 rBV2 28088 35582 2.60% 0.223%
27 12.018 1643 1646 1648 rVvV 34967 32200 2.35% 0.202%
28 12.066 1651 1654 1657 rBV 14549 15468 1.13% 0.097%
29 12.101 1657 1660 1663 rBV2 43379 49890 3.65% 0.313%
30 12.236 1680 1683 1686 rVB 45125 39686 2.90% 0.249%
31 12.283 1688 1691 1694 rVB 22925 19159 1.40% 0.120%
32 12.313 1694 1696 1699 rBV2 22305 18888 1.38% 0.118%
33 12.536 1732 1734 1738 rVB2 15830 16329 1.19% 0.102%
34 12.577 1738 1741 1747 rVB2 15372 23850 1.74% 0.149%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 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\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.630 1747 1750 1757 rVB4 15818 23462 1.72% 0.147%
36 12.707 1759 1763 1767 rBV 341989 309688 22.65% 1.940%
37 12.789 1775 1777 1782 rVB2 54158 42996 3.14% 0.269%
38 12.865 1787 1790 1792 rVV2 17854 26062 1.91% 0.163%
39 12.889 1792 1794 1796 rVvV 46009 43493 3.18% 0.272%
40 12.913 1796 1798 1799 rVVv2 72329 68736 5.03% 0.431%
41 12.936 1799 1802 1807 rVV 333069 302531 22.12% 1.895%
42 12.983 1807 1810 1815 rVB2 16771 18664 1.36% 0.117%
43 13.071 1820 1825 1828 rBV 1337796 1248121 91.27% 7.819%
44 13.154 1834 1839 1843 rBV2 23806 38523 2.82% 0.241%
45 13.260 1849 1857 1862 rBV2 51628 88650 6.48% 0.555%
46 13.330 1866 1869 1871 rBV 25447 22880 1.67% 0.143%
47 13.365 1871 1875 1877 rBV2 29673 33898 2.48% 0.212%
48 13.495 1894 1897 1899 rBV2 16387 16137 1.18% 0.101%
49 13.577 1907 1911 1914 rVB5 19313 25895 1.89% 0.162%
50 13.612 1914 1917 1919 rBV2 19841 18077 1.32% 0.113%
51 13.777 1942 1945 1947 rBV 34142 31950 2.34% 0.200%
52 13.883 1961 1963 1966 rBV 28522 27254 1.99% 0.171%
53 13.912 1966 1968 1970 rVV 28980 22907 1.68% 0.144%
54 13.948 1970 1974 1978 rVVv4 132086 151657 11.09% 0.950%
55 13.983 1978 1980 1985 rVB 39720 38792 2.84% 0.243%
56 14.089 1996 1998 2002 rBV 28803 33421 2.44% 0.209%

57 14.142 2002 2007 2010 rVV2 662198 809376 59.18% 5.070%
58 14.165 2010 2011 2017 rVB 205323 147341 10.77% 0.923%

59 14.248 2023 2025 2027 rBV 33658 27543 2.01% 0.173%
60 14.536 2072 2074 2076 rVB 32473 25162 1.84% 0.158%
61 14.865 2128 2130 2132 rBV3 24403 28800 2.11% 0.180%
62 14.983 2147 2150 2154 rVB 68168 73258 5.36% 0.459%
63 15.224 2187 2191 2195 rBV 172087 281415 20.58% 1.763%
64 15.342 2208 2211 2215 rVB 37780 39060 2.86% 0.245%

65 15.548 2243 2246 2252 rVB 94500 132879 9.72% 0.832%

66 15.618 2253 2258 2262 rBV 140078 188812 13.81% 1.183%
67 15.683 2264 2269 2273 rBV 409358 527854 38.60% 3.307%
68 17.259 2532 2537 2546 rVB2 59201 124502 9.10% 0.780%

Sum of corrected areas: 15963018
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF107007.D
1500000 6.73

5.60 6.60
7.11

1000000
7.52

500000 6.95

X | i L

—
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: BF107007.D

1500000
13.07

1000000 10.79

10.00
11.48
500000 8.24

12.7112.94

9.70
895 || ofido2  10.4@16462 [10.

(O T e LA S i m e oy s e e e o B B e

T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF107007.D

1500000

1000000

14.14

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.20 8.97 ng 174424 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (5.201 min): BF107007.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 I i VO
| 831 480 5.00 520 5.40 5.60
S PO | S m/z 59.00 63.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN LS UL IR I
59.0 480 500 520 540 5.60
m/z 101.10 23.24%
31.0 101.0
"W”'W'”W'“'P”'P'”I””I”'Eigﬁ'”ﬁh”'P”'P'”P'“l””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 15.32%
20.0 101.0
15.0 73.0 85.0
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 T ERae L
54.0 480 5.00 520 5.40 5.60
m/z 41.00 10.21%
5000 41.0
"w"“|'“'l“'jvk'w"”i'“'zng"“|'“'|“"v"w%???'“%?%9'l AR RS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 67.19 ng 1306330 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 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF107007.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 o1 540 6k0 680 700
: I B e B B m/z 68.10 39.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 PPN
0 70 7o m/z 134.00 32.33%
S | Y POV XY O P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .34%
15.0 39.0 63.0 78.0 104.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R REEREEEEEE s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.68%
74.0
5000 ggo 1160
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| I EREREEREEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF061918_.M Mon Jul 02 13:53:51 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 _beta.-D-Glucopyranose, 1,6... Concentration Rank 6

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

9.93 3.19 ng 82618 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-D-Glucopvranose. 1l.6-anhv... 162 C6H1005 000498-07-7 64
2 Pentanoic acid 102 C5H1002 000109-52-4 50
3 Silver butanoate 194 C4H7Aa02 005076-24-4 42
4 Hexanoic acid 116 C6H1202 000142-62-1 40
5 Butanoic acid 88 C4H802 000107-92-6 36

Abundance Scan 1291 (9.930 min): BF107007.D (-1287) (-) m/z 60.00 100.00%
6d.0
5000
9.60 9.80 10.00 1020
A e | W/Z 57.00 37.75%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32447: beta.-D-Glucopyranose, 1,6-anhydro-
60.0
5000 NS AREE

9.60 9.80 lO.IOO 10.20
m/z 73.00 33.47%

98.0

1'%?"”‘”“ Lh”'"‘I""I""I""I""I""I""I""I""I'

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
60.0
9.60 9.80 10.00 10.20
5000 m/z 42.00 15.47%
101.0
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56567: Silver butanoate
60.0 9.60 9.80 10.00 10.20
m/z 56.00 14.26%
5000
303.0
107.0 216.0
18.0 )1 || ) 1490 i “J 347.0 392.0 443.0 495.0
e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.10 2.08 ng 49890 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 74
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 38
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 28
4 Pvrimidine. 6-oxo0-4-(3-fluorophe... 190 C10H7FN20 085979-55-1 28
5 1,1"-Biphenyl, 4,4"-difluoro- 190 C12H8F2 000398-23-2 17

Abundance Scan 1660 (12.101 min): BF107007.D (-1657) (-) m/z 190.10 100.00%
A1
5000
11.80 12.00 12.20 12.40
m/z 189.10 90.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
: m/z 192.05 40.43%
39.0 630 | 1130 1370 1630 |
m/z--> ﬁo 45 éo 50 160 120 1&0 160 180 200 220 250 2éo
Abundance
189.0
11.80 12.00 12.20 12.40
m/z 191.05 37 .36%
5000
94.0
"'I""I""I""I""I""I""I"']'-G:?pll TTTTTTTT T T TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole)
189.0 11.80 12.00 12.20 12.40
m/z 94.60 21.62%
5000
420 122.0
200 | 660 90 | 1480 | |
mz> %0 40 80 80 100 120 140 160 150 200 230 240 260 11.80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.19 ng 88650 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 96
2 Pvrene. l-methvl- 216 C17H12 002381-21-7 94
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 94
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87

Abundance Scan 1857 (13.260 min): BF107007.D (-1849) (-) m/z 216.10 100.00%

216.1

5000

107.3 189.1 13.00 13.20 13.40 13.60

410 700 131.0 163.1 281.0
m/z 215.10 81.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: 11H-Benzo[b]fluorene
216.0
5000 IIIII/\IAII‘I\IIIIIIIIIIIII
13.00 13.20 13.40 13.60
108.0 m/z 213.10 21.09%
139.0 163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 19.64%
95.0 189.0
14.0 39.0 63.0 122.0 163.0
wwwmrﬁwwwﬁwﬁﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74419: 11H-Benzo[a]fluorene
216.0 13.00 13.20 13.40 13.60
m/z 107.30 13.46%
5000

107.0
140 440 810, | 13901630 189.0 |
i |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.95 3.75 ng 151657 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 Pentafluoropropionic acid. 4-hex... 388 C19H33F502 1000283-04-1 87
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 87
5 Cyclohexadecane 224 C16H32 000295-65-8 86

Abundance Scan 1974 (13.948 min): BF107007.D (-1970) (-) m/z 57.10 100.00%
57.1
97.1
5000 2261
1360 13.80 14.00 14.20
el T m/z 55.00 90.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 RIS AR DAL BRI I
13.60 13.80 14.00 14.20
‘ m/z 83.05 82 .33%
169.0 238.0
260) || J )| 1380 7 o000 T 2830
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 UL SR BN BRI B
13.60 13.80 14.00 14.20
5000 m/z 43.00 80.82%
169.0
26/0 138.0 210.0 5550 406.0 MﬁvaduwwﬁvJ\*mAwwaMNvu
m/z--> 50 100 150 200 250 300 350 400
Abundance #206449: Pentafluoropropionic acid, 4-hexadecy! ester B e e o N EEmms
58.0 97.0 13.60 13.80 14.00 14.20
m/z 97.10 76 .07%
5000
‘ ' 224.0
39.0
....,.L..}l.}!,h%8}9,.... R AR DA A LRI AL BN B I
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1408 2.78ng 73258 Perylene-di2 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 87

066408-55-7 72
007683-64-9 68

2 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280
3 Supraene 410 C30H50
4 Farnesol isomer a 222 C15H260

1000108-92-4 64

5 2,6,10,14-Hexadecatetraen-1-ol, ... 332 C22H3602 061691-98-3 64
Abundance Scan 2149 (14.977 min): BF107007.D (-2147) (-) m/z 69.05 100.00%
69.0
5000 va/\_—_*v
I 123.1 256.1 14.60 14.80 15.00 15.20 15.40
176.0207.1 286.2 3411
380 m/z 81.00 51.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 LA L L L L L LB L L
14.60 14.80 15.00 15.20 15.40
m/z 41.00 25.25%
‘ o ﬁo % ﬂ | 1750 231.0 273.0 341.0
N e e T e o e e
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
o
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 14 .82%
136.0
29.0 105.0 177.0 215.0248.0
e T S S A
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene R AR RN RS
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.00 13.20%
5000
29.0, | | }07 191.0 231.0 273.0 341.0 410.0
S Sl e e T e o
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF063018\
Data File : BF107007.D

Aca On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.55 5.03 ng 132879 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 95
Abundance Scan 2246 (15.548 min): BF107007.D (-2243) (-) m/z 252.10 100.00%
25p.1
5000
125.0
224.0 15.20 15.40 15.60 15.80
o 58.0 100.0 150.1 174.1 198.0 284.1 m/2 950 .05 31 11%
m/iz--> 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 253.10 21.86%
50.0 74.0 99.0 ‘H 1460 174.0 200.0 2240 ‘M
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.00 12.53%
126.0
74.0 99.0 200.0 224.0

memwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene A e A RABARE
.0 15.20 15.40 15.60 15.80
m/z 126.00 10.38%

5000

27.0 50.0 74.0 99.0 150.0 174.0 198.0 224.0
mz-> 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF063018\
Data File : BF107007.D

Acq On : 30 Jun 2018 11:56

Operator : JU/SJ

Sample : J3774-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 9.0 ng 174424 1 6.95 388862 20.0
unknown6.73 6.73 67.2 ng 1306330 1 6.95 388862 20.0
-beta.-D-Glucopyr. .. 9.93 3.2 ng 82618 3 10.00 518407 20.0
4H-Cyclopenta[def... 12.10 2.1 ng 49890 4 11.48 480538 20.0
11H-Benzo[b]fluorene 13.26 2.2 ng 88650 5 14.14 809376 20.0
Heptadecyl heptaf... 13.95 3.8 ng 151657 5 14.14 809376 20.0
Squalene 14.98 2.8 ng 73258 6 15.68 527854 20.0
Benzo[e]pyrene 15.55 5.0 ng 132879 6 15.68 527854 20.0
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