LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\

Data File : BF110333.D

Aca On : 31 Oct 2018 15:26 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5202-11 2X PL-02-103018-C

ALS Vial : 10 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-BF102318.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 2.258 25 29 48 rVB 101469 188335 26.89% 1.999%
2 5.193 525 528 536 rBV 21810 26358 3.76% 0.280%
3 5.593 592 596 609 rBV 632625 653949 93.36% 6.942%
4 6.593 762 766 781 rBV 687011 700484 100.00% 7.436%
5 6.740 787 791 799 rBV 843061 691458 98.71% 7.340%
6 6.975 827 831 838 rBV 569167 489786 69.92% 5.199%
7 7.128 853 857 865 rBV 610794 515874 73.65% 5.476%
8 7.534 922 926 936 rBV 380788 387420 55.31% 4.112%
9 8.257 1045 1049 1054 rBV 572600 528316 75.42% 5.608%
10 9.328 1228 1231 1240 rBV 631683 611131 87.24% 6.487%
11 9.398 1240 1243 1247 rVB2 9345 11319 1.62% 0.120%
12 9.722 1292 1298 1305 rVB 62767 63849 9.11% 0.678%
13 9.928 1329 1333 1338 rBV3 9812 10994 1.57% 0.117%
14 10.016 1345 1348 1357 rBvV 539451 528550 75.45% 5.611%
15 10.428 1414 1418 1420 rBvV3 14761 14208 2.03% 0.151%
16 10.645 1451 1455 1459 rBVvV4 7532 11481 1.64% 0.122%
17 10.810 1479 1483 1491 rBvV 317492 325066 46.41% 3.451%
18 10.910 1496 1500 1504 rBvV3 14139 22119 3.16% 0.235%
19 11.351 1573 1575 1578 rBvV 13842 11802 1.68% 0.125%

20 11.516 1599 1603 1605 rBV 489980 498067 71.10% 5.287%

21 11.539 1605 1607 1612 rVV 136487 123207 17.59% 1.308%

22 11.592 1612 1616 1620 rVB 33130 32821 4.69% 0.348%
23 11.745 1638 1642 1645 rBV3 6240 11027 1.57% 0.117%
24 11.780 1645 1648 1650 rVB2 14609 12692 1.81% 0.135%
25 11.845 1656 1659 1662 rVB5 8774 11649 1.66% 0.124%
26 12.016 1685 1688 1690 rBV 33476 31473 4._.49% 0.334%
27 12.045 1690 1693 1698 rVB2 28928 32860 4.69% 0.349%
28 12.127 1704 1707 1710 rBV2 29282 37640 5.37% 0.400%
29 12.186 1715 1717 1721 rBV 15516 12937 1.85% 0.137%
30 12.310 1735 1738 1740 rBV2 13597 12969 1.85% 0.138%
31 12.345 1741 1744 1748 rVB5 19429 20868 2.98% 0.222%
32 12.492 1766 1769 1772 rBvV4 11699 15575 2.22% 0.165%
33 12.569 1779 1782 1785 rBV2 28407 39137 5.59% 0.415%
34 12.657 1794 1797 1799 rBV2 21908 25925 3.70% 0.275%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110333.D

Aca On : 31 Oct 2018 15:26

Operator : JU/SJ

Sample : J5202-11 2X

Misc :

ALS Vial : 10 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-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.680 1799 1801 1806 rVB6 14276 15495 2.21% 0.164%

36 12.733 1806 1810 1814 rBV 208825 205914 29.40% 2.186%
37 12.963 1843 1849 1854 rBV 199158 248453 35.47% 2.637%

38 13.010 1855 1857 1861 rVVv2 17893 19178 2.74% 0.204%
39 13.092 1868 1871 1875 rBV 572193 550637 78.61% 5.845%
40 13.651 1963 1966 1969 rBVY 38675 48917 6.98% 0.519%
41 13.980 2019 2022 2026 rBV3 70293 68245 9.74% 0.724%
42 14.169 2049 2054 2057 rBVY 610167 662166 94 .53% 7.029%
43 14.298 2073 2076 2078 rBV 78919 72996 10.42% 0.775%

44 14.927 2180 2183 2187 rVB 115661 123748 17.67% 1.314%
45 15.280 2241 2243 2248 rVB2 146764 172501 24.63% 1.831%

46 15.710 2314 2316 2321 rVB 276709 317465 45.32% 3.370%
47 16.151 2388 2391 2397 rVB 137634 203635 29.07% 2.162%

Sum of corrected areas: 9420696
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110333.D

Aca On : 31 Oct 2018 15:26

Operator : JU/SJ

Sample : J5202-11 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110333.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110333.D

Aca On : 31 Oct 2018 15:26

Operator : JU/SJ

Sample : J5202-11 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.26 7.69 ng 188335 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (2.258 min): BF110333.D (-25) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.1
| 2.202.30 2.40 2.50 2.60 2.70
) N A N WU ) S — m/z 43.05 42.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.202.30 2.40 2.50 2.60 2.70
580 87.0 m/z 55.00 30.18%
29.0
U R R R R RS RS RS RS RAARS AR SARSS AR LN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
2.202.30 2.40 2.50 2.60 2.70
0
5000 55.0 m/z 87.10 26.27%
43.0
27.0
0 150 ‘H AN | |, 830 980 1150
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1996: Silane, tetramethyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.00 14 .38%
5000
43.0
oL 20 150 230 || 530630 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110333.D

Aca On : 31 Oct 2018 15:26

Operator : JU/SJ

Sample : J5202-11 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 28.24 ng 691458 1,4-Dichlorobenzene-d4 6.97
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 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 791 (6.740 min): BF110333.D (-787) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sa0 || o o %0 6.40 6.60 6.80 7.00
o} : R B m/z 68.10 40.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LSRN SRS SR SRR

6.40 6.60 6.80 7.00
m/z 134.00 32.72%

31.0 510
o e
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
I
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.38%
41.0 97.0
‘ ‘ 117.0
oMo ge LW
miz--> 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl s .f# e
57.0 132.0 6.40 6.60 6.80 7.00

m/z 69.05 15.54%

74.0

5000 98.0 116.0

M\ ‘\ L 158.0 189.0

I T
m/z--> 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\BF103118\
Data File : BF110333.D

Aca On : 31 Oct 2018 15:26

Operator : JU/SJ

Sample : J5202-11 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.06 ng 68245 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 58
3 Nonadecane 268 C19H40 000629-92-5 55
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 52
5 Tritetracontane 605 C43H88 007098-21-7 52
Abundance Scan 2022 (13.980 min): BF110333.D (-2019) (-) m/z 57.10 100.00%
51.1
5000
2701 298.0322.2 13.60 13.80 14.00 14.20
O prerpty m/z 43.10 80.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129491: Eicosane
57.0
5000 85.0 AR SRR U R
29.0 Bmmmmmmm
’ m/z 71.10 57.96%
ol bl 1130 1410 169.0 107.0 2250 253.0 28%0
m/z--> 25 40 60 éo 100 150 140 160 180 200 220 240 260 280 300 350
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
13.60 13.80 14.00 1420
5000 m/z 85.05 46 .78%
85.0
0 o ‘ Lo 1se0. 1690 2100 2390 2910
m/z--> 25 45 éo éo 100 150 140 160 180 200 220 240 260 280 300 350
Abundance #117638: Nonadecane A B b
57.0 13.60 13.80 14.00 14.20
m/z 55.05 38.07%
5000 85.0
290
0 h H \\‘1113 0 141 0 169 0 197 0 225 0 268 O
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 240 260 280 300 350 13 60 13. 80 14.00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110333.D

Aca On : 31 Oct 2018 15:26

Operator : JU/SJ

Sample : J5202-11 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .30 2.20 ng 72996 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 83
3 Tricosane 324 C23H48 000638-67-5 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 83
Abundance Scan 2076 (14.298 min): BF110333.D (-2073) (-) m/z 57.10 100.00%
57.1
5000
12719551 193.1 248.1 3152 3582 14.00 14.20 14.40 14.60
ol \, . iR2 220.0°7 7 2701 m/z 43.10 67.57%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 85.0 R e IR
14. 00 14. 20 14. 40 14. 60
90,0 13 m/z 71.10 60.64%
1410
oAb 4 f S o)1 ezs00ss0 2960
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
14.00 14.20 14.40 1460
5000 85.0 m/z 85.10 45 _.95%
113.0 155.0
ol—— J plr JJI. IA.I.HI Ihllil . ‘{. |18|J3|0 IZ?S;OI ——— —
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane R R B
57.0 14.00 14.20 14.40 14.60
m/z 55.10 29.34%
5000 85.0
oL iy I ﬁ 141:0169.0197.0225.0253.0281.0 **}"°
mz> : P R " R S AR ™ 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110333.D

Aca On : 31 Oct 2018 15:26

Operator : JU/SJ

Sample : J5202-11 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.74 ng 123748 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 87
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2183 (14.927 min): BF110333.D (-2180) (-) m/z 57.10 100.00%
57.1
5000
\ gilo 141.1 176.1207.1 254 1287.1319.1 357.2386.2 1460 140 1500 1520
ol dl g T 176507 2541 28713191 30723802 | hyz 43.10 64.33Y%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 L PR SR UL SULRE
14.60 14.80 15.00 15.20
99.0 m/z 71.10 61.67%
o289 | | ) J] | 10 1830 2250 267.0 309.0  365.03040
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #105893: Heptadecane, 2-methyl-
43.0
14.60 14,80 15.00 15,20
5000 m/z 85.10 46.81%
85.0
ol ‘I ; A2r.0 ;690 21f0 2540
m/z--> 50 160 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- R a R mamEE L
57.0 14.60 14.80 15.00 15.20
m/z 55.05 23.56%
5000
99.0
LU e o
o N - —— L e o e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF103118\

BF110333.D

31 Oct 2018 15:26
Ju/sJ

J5202-11 2X

10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
Butane, 2-methoxy. .. 2.26 7.7 ng 188335
unknown6.74 6.74 28.2 ng 691458
Eicosane 13.98 2.1 ng 68245
Heneicosane 14.30 2.2 ng 72996
2-methyloctacosane 14.93 3.7 ng 123748
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|--Internal Standard---|
| # RT Resp Conc]

6.97 489786 20.0
6.97 489786 20.0

14.17 662166 20.0

1
1
5 14.17 662166 20.0
5
5 14.17 662166 20.0
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