LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106703.D

Aca On : 22 Jun 2018 12:37

Operator : JU/SJ

Sample = J3603-19

Misc :

ALS Vial : 9 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 4.107 294 301 305 rBVY 1152896 1562538 100.00% 10.916%
2 5.196 482 486 497 rVB 86901 108110 6.92% 0.755%
3 5.601 551 555 559 rBY 1264393 1114930 71.35% 7.789%
4 6.601 720 725 728 rBV 1224411 1147695 73.45% 8.018%
5 6.737 744 748 751 rBVY 1316083 1166036 74.62% 8.146%
6 6.960 782 786 789 rBV 458307 379775 24.31% 2.653%
7 7.113 808 812 816 rVB 939309 822868 52.66% 5.749%
8 7.525 877 882 885 rBV 771176 772185 49.42% 5.395%
9 8.242 1000 1004 1007 rBV 572682 497486 31.84% 3.476%
10 9.313 1180 1186 1190 rBV 1265236 1128956 72.25% 7.887%

11 9.707 1250 1253 1259 rVB 160446 140276 8.98% 0.980%
12 10.001 1299 1303 1307 rBV2 701747 587015 37.57% 4.101%

13 10.407 1370 1372 1376 rVB2 24044 22852 1.46% 0.160%
14 10.795 1434 1438 1441 rBV 973910 871005 55.74% 6.085%
15 10.883 1450 1453 1464 rBV3 34249 55966 3.58% 0.391%
16 11.330 1527 1529 1532 rBV2 28411 26584 1.70% 0.186%
17 11.495 1553 1557 1559 rBV 761684 646093 41.35% 4.514%
18 11.513 1559 1560 1564 rVB 32946 26426 1.69% 0.185%
19 11.601 1571 1575 1577 rBV2 17101 19028 1.22% 0.133%
20 11.654 1580 1584 1588 rVB5 12886 19034 1.22% 0.133%
21 11.760 1599 1602 1605 rVB2 29663 27257 1.74% 0.190%
22 11.995 1639 1642 1644 rBV 30733 28978 1.85% 0.202%
23 12.019 1644 1646 1650 rVv2 47344 46569 2.98% 0.325%
24 12.072 1650 1655 1658 rVV6 12946 26482 1.69% 0.185%
25 12.101 1658 1660 1663 rVVv2 41830 39315 2.52% 0.275%
26 12.130 1663 1665 1668 rVB 20372 16351 1.05% 0.114%
27 12.166 1668 1671 1675 rBV3 17828 17792 1.14% 0.124%
28 12.289 1689 1692 1695 rBV2 21434 21654 1.39% 0.151%
29 12.472 1720 1723 1725 rBV 17401 16553 1.06% 0.116%
30 12.542 1732 1735 1739 rBV2 63150 69520 4._.45% 0.486%
31 12.577 1739 1741 1743 rVV 22391 18630 1.19% 0.130%
32 12.630 1747 1750 1754 rBV 16624 18614 1.19% 0.130%
33 12.707 1760 1763 1767 rVB 47957 39858 2.55% 0.278%
34 12.748 1767 1770 1772 rBV 21194 17372 1.11% 0.121%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106703.D

Aca On : 22 Jun 2018 12:37

Operator : JU/SJ

Sample = J3603-19

Misc :

ALS Vial : 9 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 12.942 1797 1803 1808 rBV3 25687 57529 3.68% 0.402%
36 12.989 1808 1811 1815 rVB 31087 30875 1.98% 0.216%
37 13.077 1822 1826 1829 rBV 1287609 1138313 72.85% 7.953%
38 13.148 1835 1838 1840 rBV2 21733 22391 1.43% 0.156%
39 13.172 1840 1842 1845 rVB2 14793 16281 1.04% 0.114%
40 13.266 1855 1858 1860 rBVY 21925 18235 1.17% 0.127%
41 13.583 1909 1912 1913 rBV2 20996 18368 1.18% 0.128%
42 13.672 1924 1927 1929 rBV3 15071 15860 1.02% 0.111%
43 13.689 1929 1930 1937 rVB3 22866 29631 1.90% 0.207%
44 13.754 1937 1941 1943 rBV2 17294 20170 1.29% 0.141%
45 13.777 1943 1945 1950 rBV2 16445 19966 1.28% 0.139%
46 13.960 1972 1976 1980 rBV3 53220 61755 3.95% 0.431%
47 14.077 1990 1996 1998 rBV3 16047 27309 1.75% 0.191%
48 14.101 1998 2000 2003 rBV4 13262 17072 1.09% 0.119%
49 14.142 2003 2007 2011 rBV 553326 5563511 35.42% 3.867%
50 14.230 2019 2022 2024 rVB3 18204 18167 1.16% 0.127%
51 14.283 2028 2031 2033 rVVv2 23517 25741 1.65% 0.180%
52 14.307 2033 2035 2039 rVB4 15075 17045 1.09% 0.119%
53 14.536 2066 2074 2078 rBV2 25017 53970 3.45% 0.377%
54 14.601 2082 2085 2093 rVB10 18708 40210 2.57% 0.281%
55 15.224 2188 2191 2195 rVB 15155 17491 1.12% 0.122%
56 15.554 2243 2247 2251 rVB2 14989 21304 1.36% 0.149%
57 15.683 2263 2269 2276 rBV2 401712 533411 34.14% 3.727%
58 16.136 2343 2346 2351 rVB6 11860 19274 1.23% 0.135%

Sum of corrected areas: 14313682
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\

BF106703.D

22 Jun 2018 12:37

JussJ

J3603-19

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106703.D

Aca On : 22 Jun 2018 12:37

Operator : JU/SJ

Sample : J3603-19

Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.20 5.69 ng 108110 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 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 487 (5.201 min): BF106703.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 25 abo 520 5D 550
83.0 : : : : :
o...,....,....,....',':...,..'!I,...6.9,0....,....,....,....,. m/z 59.00 62.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL L
59.0 480 500 520 540 5.60
m/z 101.10 22 .08%
31.0 83.0 93010‘10
O T B I A T e e e B R R
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 16.16%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T EEe b e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.36%
5000
410 101.0
miz--> 5 % 3'0 7 A A A Nt e A I Iy Py e sy gy
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106703.D

Aca On : 22 Jun 2018 12:37

Operator : JU/SJ

Sample : J3603-19

Misc :

ALS Vial : 9 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 3 unknown6.74 Concentration Rank 2

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

6.74 61.41 ng 1166040 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.743 min): BF106703.D (-744) (-) m/z 131.95 100.00%
131.9
5000
68.1
wosio || % | T 6k om0 7o0
Ol il e el Tm/z 134.00  33.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i ek e T
410 70 o m/z 68.10 33.01%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk o0 oho 7o
5000 ogo 1160 m/z 66.00 19.50%
0 158.0 189.0
miz--> 4 60 8 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine LA L L L L L
132.0 6.40 6.60 6.80 7.00
m/z 96.10 12.98%
5000
104.0
65.0
38,0 5%\"0 ul 7?\'0 91.0 | 1170
m/z--> 40 60 80 100 120 140 160 180 640 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 : BF106703.D

Aca On : 22 Jun 2018 12:37

Operator : JU/SJ

Sample : J3603-19

Misc :

ALS Vial : 9 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 Phenanthrene, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.54 2.15 ng 69520 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 94
2 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 93
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
5 di-p-Tolylacetylene 206 C16H14 002789-88-0 90
Abundance Scan 1735 (12.542 min): BF106703.D (-1732) (-) m/z 206.10 100.00%
206.1
5000
18 1 n A
89.0 165.1 12.20 12.40 12.60 12.80
o 57.0 1150 139.0 m/z 191.10 48.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
189.0 12.20 12.40 12.60 12.80
101.0 : m/z 189.10 27 .22%
0 270 510 76\'0 Lol 139.0 16\5'0 M\ MM
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 205.10 25.51%
89.0 189.0
0 39.0 63.0 115.0 139.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66249: 9,10-Dimethylanthracene
206.0 12.20 12.40 12.60 12.80
m/z 207.10 16.63%
5000
1830 LIV
o150 300 630  B90 jigg1270 1650 % il MMJ\M
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 1220 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 : BF106703.D

Aca On : 22 Jun 2018 12:37

Operator : JU/SJ

Sample : J3603-19

Misc :

ALS Vial : 9 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 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.23 ng 61755 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 81
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 81
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 81
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 81
Abundance Scan 1976 (13.960 min): BF106703.D (-1972) (-) m/z 57.00 100.00%
57.0
5000
13.60 13.80 14.00 14.20
o1, m/z 43.00 79.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #235928: Octacosy! trifluoroacetate
57.0
5000 AL AR UL SO &
11.0 13.60 13.80 14.00 14.20
m/z 55.00 59.60%
ol ‘ 'y \ ‘16702220 278.0  364.0 437.0488.0
m/z--> 56 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.05 57.31%
111.0
o 167.0 224 o 280. o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriaconty! heptafluorobutyrate L B
57.0 13.60 13.80 14.00 14.20
m/z 83.05 54 _.26%
5000
11.0
b L4 l 1167.0 222.0 278.0 334.0 390.0 448.0 644.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.60 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 : BF106703.D

Acq On : 22 Jun 2018 12:37

Operator : JU/SJ

Sample - J3603-19

Misc :

ALS Vial : 9 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 5.7 ng 108110 1 6.96 379775 20.0
unknown6 .74 6.74 61.4 ng 1166040 1 6.96 379775 20.0
Phenanthrene, 2,5... 12.54 2.1 ng 69520 4 11.50 646093 20.0
Octacosyl trifluo... 13.96 2.2 ng 61755 5 14.14 553511 20.0
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