LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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 5.201 483 487 501 rBB 122237 161151 9.46% 0.990%
2 5.607 552 556 559 rBY 1418368 1391295 81.66% 8.543%
3 6.607 721 726 729 rBV 1377249 1500890 88.10% 9.216%
4 6.736 744 748 752 rBVY 1453627 1510226 88.64% 9.273%
5 6.778 752 755 759 rVB 27725 23537 1.38% 0.145%
6 6.960 782 786 789 rBV 510803 407605 23.92% 2.503%
7 7.119 808 813 816 rVB 1364186 1236410 72.57% 7.592%
8 7.525 877 882 885 rBVY 1032117 1104200 64.81% 6.780%
9 7.601 889 895 898 rBV2 14353 17696 1.04% 0.109%
10 8.242 1000 1004 1007 rBV 623965 524929 30.81% 3.223%
11 8.642 1069 1072 1075 rBV 22091 20514 1.20% 0.126%
12 9.319 1180 1187 1190 rBvV 1761881 1703679 100.00% 10.461%
13 9.383 1195 1198 1201 rBvV2 21115 19566 1.15% 0.120%
14 9.707 1249 1253 1260 rVB 271791 229785 13.49% 1.411%
15 9.913 1284 1288 1292 rBV 36854 32649 1.92% 0.200%
16 10.001 1299 1303 1307 rVB2 694013 604275 35.47% 3.710%
17 10.413 1370 1373 1376 rVB 57825 49680 2.92% 0.305%
18 10.630 1405 1410 1412 rBvV 20615 21175 1.24% 0.130%
19 10.795 1434 1438 1442 rBVY 1197870 1179737 69.25% 7.244%
20 10.883 1450 1453 1459 rBV2 60177 76743 4 _.50% 0.471%
21 11.336 1526 1530 1532 rBV2 45247 40925 2.40% 0.251%
22 11.495 1553 1557 1559 rBV 789520 665694 39.07% 4.088%
23 11.519 1559 1561 1564 rVB 53613 43294 2.54% 0.266%
24 11.760 1600 1602 1605 rVB2 41292 33381 1.96% 0.205%
25 11.824 1610 1613 1618 rVB5 12360 18832 1.11% 0.116%
26 11.995 1639 1642 1644 rBV 30126 26064 1.53% 0.160%
27 12.024 1644 1647 1651 rVB3 44122 45838 2.69% 0.281%
28 12.101 1658 1660 1663 rBV2 32812 27211 1.60% 0.167%
29 12.171 1668 1672 1675 rBV2 31602 30425 1.79% 0.187%
30 12.289 1688 1692 1695 rBV2 26757 24862 1.46% 0.153%
31 12.542 1732 1735 1740 rBV2 50736 68393 4_.01% 0.420%
32 12.630 1747 1750 1754 rVB2 16849 20377 1.20% 0.125%
33 12.707 1760 1763 1767 rVB 86307 76427 4 ._.49% 0.469%
34 12.942 1797 1803 1808 rBV3 66713 99368 5.83% 0.610%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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

35 12.989 1808 1811 1814 rVB2 24735 23904 1.40% 0.147%
36 13.077 1822 1826 1830 rBVY 1618352 1659536 97.41% 10.190%
37 13.154 1835 1839 1846 rVB3 19243 34129 2.00% 0.210%
38 13.777 1943 1945 1950 rVB2 19715 23271 1.37% 0.143%
39 13.960 1972 1976 1979 rBV2 69099 68821 4.04% 0.423%
40 14.077 1989 1996 1998 rBVv4 15746 25483 1.50% 0.156%
41 14.148 2003 2008 2011 rvVv 629032 594224 34.88% 3.649%
42 14.171 2011 2012 2015 rVvB 40925 24362 1.43% 0.150%
43 14.289 2029 2032 2035 rBV3 13868 18757 1.10% 0.115%
44 14.548 2070 2076 2079 rBvV 20348 34948 2.05% 0.215%
45 14.607 2083 2086 2092 rVB6 16106 24522 1.44% 0.151%
46 15.236 2189 2193 2196 rBV 30092 44904 2.64% 0.276%
47 15.554 2244 2247 2252 rVB 25250 32701 1.92% 0.201%
48 15.624 2255 2259 2265 rVB 28129 40074 2.35% 0.246%
49 15.695 2265 2271 2280 rBV 420459 581637 34.14% 3.571%
50 16.136 2344 2346 2352 rVB6 10841 17911 1.05% 0.110%

Sum of corrected areas: 16286017
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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: BF106700.D
1500000 6.74
5.61 6.61 712
7.52
1000000
500000 6,96
5.20
6.78 7.60
o = = = e =
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: BF106700.D
9(32 13.08
1500000
10.80
1000000
11.49
10.00
8.24
500000
9.71
2.71
. 8,64 .38 9.9 10.4110 63 [_0,58 11.341.52 13, 76,5120 20 125465 1@8443.15
e e S B e S ] oy N omepiliny I AT p e N
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: BF106700.D
1500000
1000000
14.15
500000 15.69
13783994614 20 14481 15.24 1515 16.14
O e T B S A A S L B S e I BRI
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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 7.91 ng 161151 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 487 (5.201 min): BF106700.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 450 500 520 540 5.60
83.0 : : : : :
o...,....,....,....','::..,..':~I,...6.9',0....,.~...,...:,....,. m/z 59.00  60.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SRR UL SRR
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 20.17%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 16.38%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T EEme st e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.75%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘\ \‘ 510“‘ . “ 98.0 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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 unknown6.74 Concentration Rank 1

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

6.74 74.10 ng 1510230 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF106700.D (-744) (-) m/z 132.10 100.00%
130.1
5000 68.1
w0 b % L o0 6% 6B 70 |
O B o e B m/z 68.10 37.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IR S S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.22%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
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 23.39%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RAEEEE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 14.61%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| A EE R RRERRE
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.31 ng 76743 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 72
Abundance Scan 1452 (10.877 min): BF106700.D (-1450) (-) m/z 57.05 100.00%
57.0
5000 85.0
39 111.0 10.60 10.80 11.00 11.20
ol Y m/z 43.00 75.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0 m
5000 L B B B SUMR
85.0 10 60 10. 80 11. oo 11. 20
29.0 : m/z 71.10 66 .85%
o | L b 130 1410 1600 1970 2260
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance
43.0
10.60 10.80 11.00 11.20
5000 71.0 m/z 85.05 41 .09%
oL 260 99.0 1410 jeaq
RIS SV SURIU SURILIS L BRI LI LI L S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38330: Undecane, 2-methyl-
43.0 10.60 10.80 11.00 11.20
m/z 41.00 28.38%
5000 71.0
oL 260 ‘\ bt 220 1270 1550
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 160 180 2(')0 22'0 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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 9,10-Dimethylanthracene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.54 2.05 ng 68393 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 93
2 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 93
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 93
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 89
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 87

Abundance Scan 1735 (12.542 min): BF106700.D (-1732) (-) m/z 206.10 100.00%
206.1
5000
189.0
89.0
. . 390 165.1 . 12.20 12.40 12.60 12.80
Ob i o0 P 224 Tm/z 191.10  44.05%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66248: 9,10-Dimethylanthracene
206.0
5000

12.20 12.40 12.60 12.80
m/z 205.10 26.48%

18%.0 ‘
105.0 127.0 14901650 | |

m/z-->

20 40 60 80 100 120 140 160 180 200 220

89.0
0 39.0 63.0 ! \‘ L= m il

T B e A I e b o B ) L o e e o i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

206.0
12.20 12.40 12.60 12.80
5000 m/z 189.00 26.17%
189.0
o 39.0 76.0 102.0 1220139.0 165.0

R e e T o o o o e L ALJLAL I o o o o o o i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-

206.0 12.20 12.40 12.60 12.80
m/z 207.05 15.69%
5000
189.0
101.0 65.0
270 510 780 | | 1p3ou3e0 1650 | |
R

T
12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106700.D

Aca On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample : J3603-13

Misc :

ALS Vial : 6 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.32 ng 68821 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 81
3 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 74
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 74
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 74
Abundance Scan 1976 (13.960 min): BF106700.D (-1972) (-) m/z 57.05 100.00%
51.0
11.1
229.1 AR BN SN
163.1 13.60 13.80 14.00 14.20
Opr iyl m/z 43.00 72.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 R A SN UL
1360 13.80 14.00 14.20
110 m/z 55.00 66.96%
0 ,‘,J“‘ \\ 1§ ‘h Ly 1 2580, L —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.05 58.80%
111.0
o 169.0 227 0 278. o 336.0382.0 532.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriacontyl pentafluoropropionate A B
57.0 13.60 13.80 14.00 14.20
m/z 83.05 56.94%
- I WL
0 l;lﬁ?o 222.0 2780 334.0 390.0 448.0494.0 594.0
I""I""I""I""IIIII D N D D e AR AR AL A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
Data File : BF106700.D

Acq On : 22 Jun 2018 11:18

Operator : JU/SJ

Sample - J3603-13

Misc :

ALS Vial : 6 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 7.9 ng 161151 1 6.96 407605 20.0
unknown6 .74 6.74 74.1 ng 1510230 1 6.96 407605 20.0
Hexadecane 10.88 2.3 ng 76743 4 11.49 665694 20.0
9,10-Dimethylanth... 12.54 2.0 ng 68393 4 11.49 665694 20.0
Ethanol, 2-(tetra... 13.96 2.3 ng 68821 5 14.15 594224 20.0
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