LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\

Data File : BF110815.D

Aca On : 16 Nov 2018 14:33 Instrument :

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

3?22'6 : J5964-04 LR-RBR-200029

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-BF110818 .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 2.240 21 26 41 rVB 104980 170037 8.05% 0.979%
2 5.181 522 526 535 rBV 52237 77439 3.67% 0.446%
3 5.563 587 591 609 rBY 1642805 1708252 80.91% 9.837%
4 6.569 757 762 782 rBVY 1736028 1819901 86.20% 10.480%
5 6.710 782 786 789 rBVY 2088055 1805344 85.51% 10.396%
6 6.940 821 825 832 rBV 427326 376366 17.83% 2.167%
7 7.092 847 851 868 rBY 1579471 1397516 66.19% 8.048%
8 7.504 917 921 934 rBVY 1168637 1142655 54.12% 6.580%
9 8.222 1039 1043 1061 rBV 505038 508796 24.10% 2.930%
10 9.298 1221 1226 1236 rBY 2173864 2111256 100.00% 12.158%

11 9.686 1289 1292 1299 rVB 147697 150311 7.12% 0.866%
12 9.980 1338 1342 1354 rVB 634570 582870 27.61% 3.357%

13 10.386 1408 1411 1414 rVB 35124 29179 1.38% 0.168%
14 10.775 1473 1477 1489 rBV 1166423 1170905 55.46% 6.743%
15 10.863 1489 1492 1503 rVB 41130 54218 2.57% 0.312%
16 11.475 1593 1596 1599 rBV 628826 576899 27.32% 3.322%
17 11.498 1599 1600 1605 rVB 99738 71840 3.40% 0.414%
18 11.980 1679 1682 1685 rBV 52595 56885 2.69% 0.328%
19 12.010 1685 1687 1692 rVB 40312 35994 1.70% 0.207%
20 12.092 1697 1701 1703 rVVv2 37608 43330 2.05% 0.250%
21 12.116 1703 1705 1708 rVB 26923 22881 1.08% 0.132%

22 12.698 1800 1804 1808 rVvVv 129525 124435 5.89% 0.717%
23 12.927 1840 1843 1849 rVB 141674 131501 6.23% 0.757%
24 13.057 1861 1865 1869 rBV 1671911 1655397 78.41% 9.533%
25 13.257 1892 1899 1905 rVB2 20315 38961 1.85% 0.224%

26 13.933 2011 2014 2021 rBV 120359 151998 7.20% 0.875%
27 14.127 2042 2047 2050 rBV2 429471 450471 21.34% 2.594%

28 14.157 2050 2052 2058 rVB 56078 51417 2.44% 0.296%
29 14.515 2109 2113 2116 rBV 18532 25138 1.19% 0.145%
30 14.557 2116 2120 2125 rVV3 23570 35265 1.67% 0.203%
31 14.727 2145 2149 2152 rBV3 19690 23943 1.13% 0.138%
32 14.868 2169 2173 2178 rVB2 30674 41227 1.95% 0.237%
33 14.951 2183 2187 2191 rBvV4 18149 21593 1.02% 0.124%

34 15.215 2226 2232 2243 rVB2 53778 115331 5.46% 0.664%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110815.D

Aca On : 16 Nov 2018 14:33

Operator : JU/SJ

Sample : J5964-04

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-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.521 2281 2284 2288 rVB 18780 22168 1.05% 0.128%
36 15.592 2292 2296 2298 rBV 31370 43583 2.06% 0.251%
37 15.657 2303 2307 2316 rVVv2 282139 376070 17.81% 2.166%
38 16.068 2373 2377 2381 rVB2 31176 44285 2.10% 0.255%
39 16.133 2384 2388 2395 rVv7 15599 32408 1.54% 0.187%
40 16.592 2462 2466 2472 rBV3 17215 29819 1.41% 0.172%
41 17.221 2569 2573 2583 rVB3 12944 37234 1.76% 0.214%

Sum of corrected areas: 17365118
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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\BF111618\

BF110815.D

16 Nov 2018 14:33

JussJ

J5964-04

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110815.D

Aca On : 16 Nov 2018 14:33

Operator : JU/SJ

Sample = J5964-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.24 9.04 ng 170037 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 26 (2.240 min): BF110815.D (-21) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.1 87.1
| 2.20 2.30 2.40 2.50 2.60
b b e e e e || M7z 43.05 42 18%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AU UL AR RN AR
430 2.20 2.30 2.40 2.50 2.60
" 55.0 87.0 m/z 55.10 29.65%
29.0
'“l““l”“l””l“'J“LWH'W“'W”“l““l““l““l““l““l““
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.10 29.49%
29.0 ‘
..w..”,.”.,.”Up”.jﬁﬁ.w.uhn.”.JJ..,”.:“.9%9.}}%9w.?3%9..
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.53%
5000
43.0
20 180 290 " 500 | g0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110815.D

Aca On : 16 Nov 2018 14:33

Operator : JU/SJ

Sample = J5964-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 5

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

5.18 4.12 ng 77439 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 3-Hexanol 102 C6H140 000623-37-0 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 526 (5.181 min): BF110815.D (-522) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 2.9 | 4.80 5.00 5.20 5.40 5.60
o e e m/z 59.00 60.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS RN RN U L
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 19.69%
270 | 101.0
U Ll 51-0.| 69.0 83.0 91.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.00 15.58%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 9 100 110
Abundance #4415: 3-Hexanol LI L L B L N B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.39%
31.0
15.0
| “\H 510/, , 84.0 102.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110815.D

Aca On : 16 Nov 2018 14:33

Operator : JU/SJ

Sample = J5964-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 95.94 ng 1805340 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 786 (6.710 min): BF110815.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1 L
96.1 ISR SRR AN SRR
40.0 540 J 6.40 6.60 6.80 7.00
M.'?}-?. o us0 oo m/z 68.10 40.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 ISR SRR AN SRR
6.40 6.60 6.80 7.00
m/z 134.00 33.04%
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 5% ok oo b
5000 ggo 1160 m/z 66.00 26.84%
: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene R ma e  RERR
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.64%
5000
63.0 81.0
3]\-0 SQO\ ‘\‘ L | ‘\ | 99\0 ‘11%0 |
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\BF111618\
Data File : BF110815.D

Aca On : 16 Nov 2018 14:33

Operator : JU/SJ

Sample = J5964-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.93 6.75 ng 151998 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Z-8-Hexadecene 224 C16H32 1000130-87-5 95
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 95
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 95
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 95

Abundance Scan 2013 (13.927 min): BF110815.D (-2011) (-) m/z 57.10 100.00%
57.1
97.1
5000
226.1 RN SR UGS
39.1 13.60 13.80 14.00 14.20
m/z 55.10 89.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
54.0
97.0
5000 SR N BRI UGS
13.60 13.80 14.00 14.20
m/z 43.10 88.43%
24 \ I l 1390 1810 2210
m/z--> 50 100 150 200 250 300 350 400
Abundance #81245: Z-8-Hexadecene
41,0
820 o 13160 13580 14100 1420
5000 ' m/z 83.05 80.14%
25.0
| L\ } A 1 ;670 ! |
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester B R E R e e
57.0 13.60 13.80 14.00 14.20
m/z 69.00 67.21%
97.0
5000 1 yNdVWMWMWMN~MAMMNN}ﬁva\hrM
169.0
26l0) || i ‘ | | 1380 2240 2690 4200
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111618\
Data File : BF110815.D

Aca On : 16 Nov 2018 14:33

Operator : JU/SJ

Sample = J5964-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.36 ng 44285 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2377 (16.068 min): BF110815.D (-2373) (-) m/z 57.05 100.00%
57.0
5000
| 193-0 1411 1930 ' 15.80 16.00 16,20 16.40
e | m/z 71.10 66.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 L B BULELLN BRI B

15. 80 16. OO 16. 20 16 40

990 m/z 43.10 50.83%
I ] 1410 1830 2250 267.0 309.0 366.0
EE DS e
miz--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
e
15.80 16.00 16.20 16.40
5000 m/z 85.10 46.63%
‘ lgg'o 141.0
Ak 17 1830 2250 2670 sogg 320
miz--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane AR EEEEE S
57.0 15.80 16.00 16.20 16.40
m/z 83.00 17.29%
5000
99.0
Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
...,....,....,.. e e e e bt e
mz--> 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111618\
Data File : BF110815.D

Acq On : 16 Nov 2018 14:33

Operator : JU/SJ

Sample - J5964-04

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.24 9.0 ng 170037 1 6.94 376366 20.0
2-Pentanone, 4-hy... 5.18 4.1 ng 77439 1 6.94 376366 20.0
unknown6.71 6.71 95.9 ng 1805340 1 6.94 376366 20.0
Cyclohexadecane 13.93 6.8 ng 151998 5 14.13 450471 20.0
Hexacosane 16.07 2.4 ng 44285 6 15.66 376070 20.0
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