LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 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-BF071317.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 4.787 472 476 492 rVB 243651 399841 11.58% 1.292%
2 5.216 543 549 552 rBY 3066881 3313131 95.95% 10.705%
3 6.257 720 726 730 rBVY 2822239 3453002 100.00% 11.157%
4 6.375 740 746 749 rBVY 3104480 3258539 94.37% 10.529%
5 6.598 780 784 787 rBV 836845 708060 20.51% 2.288%
6 6.757 806 811 814 rBVY 2583950 2399618 69.49% 7.754%
7 7.163 874 880 883 rBVY 1915223 2198159 63.66% 7.103%
8 7.881 997 1002 1004 rBVY 1084366 987860 28.61% 3.192%
9 7.898 1004 1005 1009 rvB 64595 39950 1.16% 0.129%
10 8.957 1180 1185 1189 rBvV 2921762 3152979 91.31% 10.188%
11 9.051 1198 1201 1205 rVB2 50805 43979 1.27% 0.142%
12 9.351 1248 1252 1255 rBV 444916 346363 10.03% 1.119%
13 9.580 1287 1291 1294 rVB 52632 42494 1.23% 0.137%
14 9.628 1294 1299 1302 rBvV 1138153 1019772 29.53% 3.295%
15 9.828 1331 1333 1338 rvB2 40849 39398 1.14% 0.127%
16 10.075 1372 1375 1378 rVB 83482 69977 2.03% 0.226%
17 10.298 1408 1413 1415 rBvV2 32333 41343 1.20% 0.134%

18 10.416 1428 1433 1436 rBV 1841789 1807478 52.35% 5.840%
19 10.545 1451 1455 1465 rBV 104321 132896 3.85% 0.429%
20 10.910 1514 1517 1522 rVB 51223 46040 1.33% 0.149%

21 10.992 1528 1531 1534 rBV2 82616 66463 1.92% 0.215%
22 11.104 1545 1550 1552 rBV 919605 901619 26.11% 2.913%
23 11.122 1552 1553 1557 rVvV 297651 227361 6.58% 0.735%

24 11.174 1557 1562 1566 rVB 81321 72329 2.09% 0.234%
25 11.627 1637 1639 1641 rBV 66448 49932 1.45% 0.161%
26 11.710 1650 1653 1655 rBV 64210 58538 1.70% 0.189%
27 11.821 1669 1672 1677 rVB2 43335 46756 1.35% 0.151%
28 11.898 1680 1685 1687 rBV 52340 59475 1.72% 0.192%
29 12.151 1725 1728 1731 rBV3 34102 38360 1.11% 0.124%
30 12.210 1735 1738 1740 rVVv2 48360 43334 1.25% 0.140%
31 12.233 1740 1742 1746 rVB2 39526 36737 1.06% 0.119%

32 12.304 1751 1754 1759 rBV 500163 455719 13.20% 1.472%
33 12.533 1788 1793 1795 rBV 429293 443297 12.84% 1.432%
34 12.580 1799 1801 1807 rVB3 43323 48619 1.41% 0.157%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 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-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.686 1815 1819 1822 rBV 2053989 1958208 56.71% 6.327%

36 12.863 1847 1849 1853 rVB 48363 43718 1.27% 0.141%
37 12.927 1858 1860 1863 rVB3 35547 37295 1.08% 0.121%
38 12.963 1863 1866 1871 rBv4 50665 71831 2.08% 0.232%
39 13.368 1932 1935 1939 rBV 50515 50541 1.46% 0.163%
40 13.474 1950 1953 1956 rBVY 50800 47994 1.39% 0.155%

41 13.592 1967 1973 1978 rBV2 104353 162142 4._70% 0.524%
42 13.727 1991 1996 1998 rBV2 709382 797134 23.09% 2.576%
43 13.751 1998 2000 2003 rVB 193227 141416 4._.10% 0.457%
44 14.721 2161 2165 2173 rVB 217153 361473 10.47% 1.168%
45 14.815 2179 2181 2184 rVB 55021 47711 1.38% 0.154%

46 14.986 2207 2210 2215 rVB 122822 140786 4.08% 0.455%
47 15.039 2216 2219 2224 rVB 158165 173284 5.02% 0.560%
48 15.098 2225 2229 2232 rBVY 482539 561782 16.27% 1.815%
49 16.374 2442 2446 2454 rVB2 99630 180064 5.21% 0.582%
50 16.756 2506 2511 2517 rBV 69303 124039 3.59% 0.401%

Sum of corrected areas: 30948836
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096851.D
3000000 5|22 6.2

6.76
2500000
2000000 7.16
1500000
1000000

6.60

500000

4.79

L

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096851.D
3000000 8.96

2500000
12.69
2000000 10.42

1500000

1000000/ | 11.10

500000 9.35 12301253

90 J9.05 988 0.83 100710.39|10,55 101919817 11631820 1 5§ 128586

1317432

0 A A ol
LI L S B B BN B B B R NN L O B L L B B A B L N B R N B N BN N B L BN O L B Y IR B B B H B

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: BF096851.D
3000000

2500000

2000000

1500000

1000000{3 73

500000

o 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\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.

4.79 11.29 ng 399841 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
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 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 477 (4.793 min): BF096851.D (-472) (-) m/z 43.00 100.00%
43.0
59.0
5000
| s ™ 340 4k 450 5h0 520
N1 1 ST | Lt NS S m/z 59.00 55.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL L R
59.0 440 460 480 500 520
0
150 4, 1010 m/z 101.10 15.76%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
440 460 480 5.00 520
5000 m/z 58.00 13.68%
41.0
29.0 101.0
ol 73.0 86.0
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 R R
59.0 440 460 4.80 5.00 5.20
m/z 41.05 8.31%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.37 Concentration Rank 1

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

6.37 92.04 ng 3258540 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.369 min): BF096851.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
SNAERENARBE AR
401 540 | 96.0 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,...:,“.'..:,!!..,::.-.|,..'..,??;9,..!.,.197.-?....,...., o 'm/z 68.10  40.96%
m/z--> 10 20 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 R
5000 SNBSS AR SRR
6.00 6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.00 32.30%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 26.41%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L LI L L L N DL B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.52%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.95 ng 132896 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Pentadecane 212 C15H32 000629-62-9 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86
Abundance Scan 1456 (10.551 min): BF096851.D (-1451) (-) m/z 57.10 100.00%
57.1
5000
3900 10.20 10.40 10.60 10.80
Ol el 1541 1830 m/z 43.00 64.10%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #48833: Tridecane
57.0
5000 AR DA SR SR B
29.0 85.0 10,20 10.40 10.60 10.80
m/z 71.10 51.99%
miz--> "zb""4b""eb""s'o"'ic')é"iz'd"iAé"ieé"isd"édd"ééd'"
Abundance
57.0
10.20 10.40 10.60 10.80
0
5000 g5.0 m/z 85.10 30.97%
29.0
0 113.0  141.0 163 0 212.0
m/z--> 25 45 eb éo 160 150 150 160 180 260 250
Abundance #83023: Hexadecane
57.0 10.20 10.40 10.60 10.80
m/z 41.10 28.08%
5000 85.0
29.0
o | L L 180 1410 1690 107.0 2260
m/z--> 5 45 eb éo 160 150 140 160 180 260 250 1020 1040 1060 1080 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.07 ng 162142 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
Abundance Scan 1973 (13.592 min): BF096851.D (-1967) (-) m/z 57.10 100.00%
57.1
5000
LN UV PSR S I
41 2181.2219.2 13.20 13.40 13.60 13.80 14.00
0 J,' Jgiseaezesoso0 0 SRR 0 84, 130
m/z--> 50 150 200 250 300 350 400 450
Abundance #235928: Octacosy! trifluoroacetate
57.0
97.0
5000 R UM SRR BRI I
1320 13.40 13.60 13.80 14.00
m/z 55.05 77 .86%
oL “‘ M \H \ ﬁ ) ?18102220 2640 3060 348.0 392.0 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57.0
97.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.10 60.63%
0 139.0 185 02220 294.0 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #223732: Tricosyl trifluoroacetate B B E e
57.0 13.20 13.40 13.60 13.80 14.00
m/z 71.10 52 .53%
97.0
5000
0 ‘ 1{3? 0 181.0 222.0 264.0 322.0 367.0 418.0
m/z--> % ﬁ01% 200 250 300 ﬁ 604% ' 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096851.D

Aca On 18 Jul 2017 16:46

Operator : SJ/JU

Sample = 14248-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.99 5.01 ng 140786 Perylene-d12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 98
2 Benzolelpvrene 252 C20H12 000192-97-2 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81
Abundance Scan 2211 (14.992 min): BF096851.D (-2207) (-) m/z 252.10 100.00%
25p.1
5000
%1no%f?%%1wuﬂu 283.13151 3653 | —+0014.80 15:00 15.20 1590
A i R R s m/z 250.10 35.27%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
5000
14.60 14.80 15.00 15.20 15.40
125.0 m/z 253.10 26.67%
o170 500 830 | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 126.00 13.56%
125.0
o200 80 | 10 240 J
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene e TS
252.0 14.60 14.80 15.00 15.20 15.40
m/z 125.10 12 .32%
5000
126.0
0 63.0 99.0; | 1740 2240
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096851.D

Acq On 18 Jul 2017 16:46

Operator : SJ/JU

Sample - 14248-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.79 11.3 ng 399841 1 6.60 708060 20.0
unknown6 .37 6.37 92.0 ng 3258540 1 6.60 708060 20.0
Tridecane 10.55 3.0 ng 132896 4 11.10 901619 20.0
Octacosyl trifluo... 13.59 4.1 ng 162142 5 13.73 797134 20.0
Perylene 14.99 5.0 ng 140786 6 15.10 561782 20.0
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