LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121418\

Data File : BF111433.D

Aca On - 14 Dec 2018 21:53

Operator : JU/SJ

3?22Ie ; J6372-01 5X .
ALS Vial : 19 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-BF121418 .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 4.345 380 384 390 rBV 20587 26168 1.91% 0.201%
2 4.981 487 492 501 rBV 954289 945833 68.99% 7.266%
3 5.375 554 559 561 rBV 24874 27034 1.97% 0.208%
4 5.410 563 565 571 rVB 37881 36599 2.67% 0.281%
5 6.428 735 738 746 rBV 247464 274412 20.02% 2.108%
6 6.563 756 761 767 rBV 97023 85664 6.25% 0.658%
7 6.622 768 771 773 rBV 23648 21979 1.60% 0.169%
8 6.792 796 800 804 rBVY 1345916 1033374 75.37% 7.938%
9 6.945 823 826 830 rBV 486520 414001 30.20% 3.180%
10 7.345 891 894 901 rBV 312116 296135 21.60% 2.275%
11 7.398 901 903 906 rVB 22311 16906 1.23% 0.130%
12 8.075 1014 1018 1025 rBvY 1635838 1371030 100.00% 10.532%
13 8.675 1117 1120 1124 rBV 39404 31259 2.28% 0.240%
14 8.786 1133 1139 1142 rVB3 14454 17528 1.28% 0.135%
15 8.886 1152 1156 1160 rBvV2 15641 22713 1.66% 0.174%
16 9.151 1197 1201 1207 rBV 636468 555383 40.51% 4.266%
17 9.239 1213 1216 1222 rVB2 46234 42539 3.10% 0.327%
18 9.422 1243 1247 1250 rVB4 11179 16692 1.22% 0.128%
19 9.492 1253 1259 1261 rBvV2 42352 40959 2.99% 0.315%
20 9.545 1265 1268 1273 rBV 55973 65701 4_.79% 0.505%
21 9.686 1289 1292 1297 rBV 53871 58271 4._.25% 0.448%
22 9.739 1297 1301 1304 rBv4 10027 16201 1.18% 0.124%
23 9.769 1304 1306 1311 rVB 55589 43493 3.17% 0.334%
24 9.827 1313 1316 1320 rBVvV2 1340706 1219041 88.91% 9.365%
25 10.033 1348 1351 1355 rVB 27919 24467 1.78% 0.188%
26 10.269 1388 1391 1396 rVB2 55617 49875 3.64% 0.383%
27 10.374 1406 1409 1415 rVB2 44124 43550 3.18% 0.335%
28 10.486 1422 1428 1431 rBV5 24435 30151 2.20% 0.232%
29 10.616 1446 1450 1454 rBV6 16875 25255 1.84% 0.194%
30 10.739 1468 1471 1478 rVB2 69167 75083 5.48% 0.577%
31 10.921 1499 1502 1505 rBvV4 15547 18136 1.32% 0.139%
32 11.186 1544 1547 1549 rBV2 54855 41950 3.06% 0.322%
33 11.216 1549 1552 1558 rVB2 27021 41218 3.01% 0.317%

34 11.310 1565 1568 1571 rBV 1058380 1032241 75.29% 7.930%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121418\

Data File : BF111433.D

Aca On - 14 Dec 2018 21:53

Operator : JU/SJ

3?22Ie ; J6372-01 5X .
ALS Vial : 19 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.333 1571 1572 1576 rVV 307691 217203 15.84% 1.669%

36 11.386 1578 1581 1585 rVB 77230 70732 5.16% 0.543%
37 11.545 1605 1608 1610 rBV 17158 16650 1.21% 0.128%
38 11.610 1617 1619 1622 rBV2 46676 42342 3.09% 0.325%
39 11.710 1633 1636 1642 rVB3 41437 41353 3.02% 0.318%
40 11.816 1651 1654 1656 rBVY 54340 47089 3.43% 0.362%
41 11.839 1656 1658 1662 rVB2 91260 84832 6.19% 0.652%
42 11.927 1669 1673 1675 rBV2 76507 92045 6.71% 0.707%
43 11.945 1675 1676 1681 rVB2 43155 38577 2.81% 0.296%
44 12.021 1686 1689 1691 rVB 53732 41031 2.99% 0.315%
45 12.110 1701 1704 1706 rBVY 25644 28505 2.08% 0.219%
46 12.239 1724 1726 1728 rBV3 17791 20569 1.50% 0.158%
47 12.363 1744 1747 1750 rBVY 53749 55002 4._.01% 0.423%
48 12.398 1750 1753 1755 rVV2 145957 176412 12.87% 1.355%
49 12.445 1759 1761 1766 rVB5 23144 30605 2.23% 0.235%
50 12.521 1771 1774 1778 rBV 447345 382452 27 .90% 2.938%
51 12.621 1788 1791 1794 rBV2 32912 38958 2.84% 0.299%
52 12.751 1808 1813 1816 rBV 413769 415698 30.32% 3.193%
53 12.780 1816 1818 1820 rVB2 65575 48840 3.56% 0.375%
54 12.868 1831 1833 1834 rBV2 25655 19674 1.43% 0.151%
55 12.892 1834 1837 1845 rVB 455940 445523 32.50% 3.422%
56 12.968 1848 1850 1853 rBV3 30010 32297 2.36% 0.248%
57 13.080 1867 1869 1873 rVB2 87468 75572 5.51% 0.581%
58 13.139 1876 1879 1884 rVV3 78667 104946 7.65% 0.806%
59 13.186 1884 1887 1890 rBV2 64924 71895 5.24% 0.552%
60 13.304 1905 1907 1910 rBV 37760 33194 2.42% 0.255%
61 13.480 1934 1937 1939 rBV 86556 77994 5.69% 0.599%

62 13.810 1990 1993 1999 rVB2 104094 127809 9.32% 0.982%
63 13.951 2012 2017 2019 rBV2 1074626 1172198 85.50% 9.005%
64 13.974 2019 2021 2024 rVB 184627 150489 10.98% 1.156%
65 14.127 2044 2047 2050 rBVZ2 84205 82412 6.01% 0.633%

66 14.427 2096 2098 2102 rBV2 121794 113593 8.29% 0.873%
67 15.392 2258 2262 2265 rBV 499161 560225 40.86% 4 _.304%

Sum of corrected areas: 13017557
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111433.D

Aca On : 14 Dec 2018 21:53

Operator : JU/SJ

Sample : J6372-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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: BF111433.D
1500000
6.79
1000000 4.98
500000 6.95
7.35
6.43
6.56
4.35 L 5371 .62 .40
O B e e N i S i s B S e L S
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: BF111433.D
8lo7
1500000
9.83
11.31
1000000
9.15
500000
1
1
L 867 mgy  [|%240829% @03 1020735 49 83 "10.02 41 %(; 1
O e LA e e e e e o A S e e e e ————————————— —
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: BF111433.D
1500000 13.95
15.39
1000000
5.9174 . 14.43
500000 13.8 '
13.48
7 ———tY 7 7 T[T | T [ T T T T
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\BF121418\
Data File : BF111433.D

Aca On : 14 Dec 2018 21:53

Operator : JU/SJ

Sample : J6372-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 1

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

4.98 18.31 ng 945833 1,4-Dichlorobenzene-d4 6.79
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
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 102 C6H140 000623-37-0 9

Abundance Scan 492 (4.981 min): BF111433.D (-487) (-) m/z 42.95 100.00%
43.0
5000 591
101.1 S A L U I
| 83.1 | 460 4.80 5.00 5.20 5.40
O e e e e e e e m/z 59.10 51.64%
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 A LS RS LS R
59.0 460 480 500 520 540
0
150 4, 1010 m/z 101.10 16.58%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 13.62%
20.0 101.0
"'l%?:?l"“w“"'“""|““‘|“"'T?;g'lg?‘ql"“l""l""|'“'|""|""
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
54.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.85%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l S S UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111433.D

Aca On : 14 Dec 2018 21:53

Operator : JU/SJ

Sample : J6372-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 4,5-Nonadiene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.40 3.42 ng 176412 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-Nonadiene. 2-methvl- 138 C10H18 055956-32-6 70
2 8-Hexadecvne 222 C16H30 019781-86-3 62
3 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 58
4 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 58
5 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 58
Abundance Scan 1753 (12.398 min): BF111433.D (-1750) (-) m/z 67.10 100.00%
67.1
5000 206.1
y25 9263.2 12100 1220 1240 12,60 12,80
e m/z 81.00 83.32%
m/z--> 50 100 150 200 250 300
Abundance #16893: 4,5-Nonadiene, 2-methyl-
41.0 671.0
95.0
5000 VAU AR AU
12.00 12.20 12.40 12.60 12.80
m/z 55.10 80.53%
15.0 ] 12?0
- | !
m/z--> 50 100 150 200 250 300 '
Abundance #79555: 8-Hexadecyne
81.0
o 1250 1250 1240 12,60 1280
5000 m/z 41.05 71.67%
109.0
,,\,,I,n;f | h o a0
m/z--> 50 100 150 200 250 300
Abundance #178355: 2-Chloroethy! linoleate N e o
67.0 12.00 12.20 12.40 12.60 12.80
m/z 95.10 68 .98%
95.0
5000
41.0
23.0
----.-’“- o A 7 X¢
m/z--> 50 150 200 250 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121418\
Data File : BF111433.D

Aca On : 14 Dec 2018 21:53

Operator : JU/SJ

Sample : J6372-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.18 ng 127809 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tricosane 324 C23H48 000638-67-5 93
3 Tetratetracontane 619 C44H90 007098-22-8 74
4 Heptacosane 380 C27H56 000593-49-7 74
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 74
Abundance Scan 1993 (13.810 min): BF111433.D (-1990) (-) m/z 57.10 100.00%
57.1
5000
LRI BN SRR SUNRL B
13.2 1751 229.1277.1304.2 13.40 13.60 13.80 14.00 14.20
— .'.H'.'.J..,u.m.',-.u."..,....,....,:?7.5.‘.1,....,....,....,....,... m/z 43.05  79.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
57.0
5000 AR AR SRR U B

13.40 13.60 13.80 14.00 14.20
m/z 71.10 51.28%

13.0

1 ,169.0 254.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164578: Tricosane
57.0
R o A
13.40 13.60 13.80 14.00 14.20
5000 m/z 85.10 38.12%
13.0 324.0

11690 2670 ‘
I

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane A EEE TS
57.0 13.40 13.60 13.80 14.00 14.20
m/z 55.10 33.14%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 40 13. 60 13. 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121418\
Data File : BF111433.D

Acq On : 14 Dec 2018 21:53

Operator : JU/SJ

Sample : J6372-01 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.98 18.3 ng 945833 1 6.79 1033370 20.0
4,5-Nonadiene, 2-... 12.40 3.4 ng 176412 4 11.31 1032240 20.0
Octadecane 13.81 2.2 ng 127809 5 13.95 1172200 20.0
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