LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\

Data File : BF116362.D

Aca On : 17 Aug 2019 17:26 Instrument :
Operator : HP/JU BNA_F

Sample  : K4391-06 St
Misc i N-WALL-0

ALS Vial : 16 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-BF073019.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 4.457 398 403 411 rBB2 58647 81690 3.25% 0.326%
2 4.869 465 473 477 rBV 54803 67588 2.69% 0.270%
3 4.945 482 486 494 rVB2 40956 59185 2.36% 0.236%
4 5.016 494 498 503 rBvV2 30690 39189 1.56% 0.157%
5 5.222 529 533 536 rBV 72249 74670 2.97% 0.298%
6 5.434 566 569 578 rBY 1568681 1900778 75.68% 7.593%
7 5.581 590 594 599 rVB2 32848 44404 1.77% 0.177%
8 5.834 630 637 641 rBV2 59228 102785 4_.09% 0.411%
9 5.881 641 645 648 rBV3 26177 37742 1.50% 0.151%
10 5.963 656 659 663 rVB2 57939 60879 2.42% 0.243%
11 6.010 663 667 670 rBV2 30249 37190 1.48% 0.149%
12 6.057 672 675 681 rvv2 78657 94177 3.75% 0.376%
13 6.116 681 685 687 rvVv 51856 45911 1.83% 0.183%
14 6.245 702 707 710 rBV3 43506 53465 2.13% 0.214%
15 6.339 720 723 726 rBV2 43418 51418 2.05% 0.205%

16 6.451 738 742 755 rBV 1967810 2311043 92.02% 9.231%
17 6.581 761 764 772 rVB 2481176 2242605 89.29% 8.958%
18 6.810 800 803 811 rBV 931279 862844 34 .35% 3.447%
19 6.963 826 829 840 rBV 1909531 1777859 70.79% 7.102%
20 7.375 896 899 917 rBV 1243688 1436583 57.20% 5.738%

21 8.086 1017 1020 1039 rBV 1071601 1160177 46.19% 4.634%
22 9.157 1199 1202 1214 rBV 2679948 2511571 100.00% 10.032%
23 9.557 1267 1270 1283 rBV 182848 180157 7.17% 0.720%
24 9.839 1314 1318 1336 rBV 1519657 1356975 54.03% 5.420%
25 10.633 1449 1453 1468 rBV 1340094 1526193 60.77% 6.096%

26 11.327 1568 1571 1580 rBV 1471364 1364185 54.32% 5.449%

27 11.392 1580 1582 1587 rVB2 35684 36243 1.44% 0.145%
28 11.851 1657 1660 1674 rBV2 34179 59625 2.37% 0.238%
29 12.368 1739 1748 1751 rBV2 22214 40146 1.60% 0.160%
30 12.398 1751 1753 1765 rVB 42478 53657 2.14% 0.214%

31 12.904 1835 1839 1849 rBV 2801852 2456574 97.81% 9.813%
32 13.127 1870 1877 1887 rBV 48839 55067 2.19% 0.220%
33 13.792 1986 1990 2007 rBV2 197625 413891 16.48% 1.653%
34 13.968 2016 2020 2032 rBV 1124959 1116488 44.45% 4._.460%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116362.D

Aca On 17 Aug 2019 17:26

Operator : HP/JU

Sample : K4391-06

Misc :

ALS Vial : 16 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-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.409 2092 2095 2098 rBvV 33200 40195 1.60% 0.161%
36 14.709 2142 2146 2150 rBV 39061 41372 1.65% 0.165%
37 14.786 2155 2159 2162 rBV 106518 98301 3.91% 0.393%
38 15.039 2198 2202 2207 rBV 41498 51009 2.03% 0.204%
39 15.421 2259 2267 2285 rBV 663297 998500 39.76% 3.988%
40 15.821 2330 2335 2339 rVB 30375 43558 1.73% 0.174%
41 16.303 2412 2417 2429 rVB3 22403 48774 1.94% 0.195%

Sum of corrected areas: 25034663
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116362.D

Aca On 17 Aug 2019 17:26

Operator : HP/JU

Sample : K4391-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116362.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116362.D

Aca On 17 Aug 2019 17:26

Operator : HP/JU

Sample : K4391-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Cyclohexane, l-ethyl-2-meth... Concentration Rank 4

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

5.83 2.38 ng 102785 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 87
2 Cvclohexane. l1l-ethvl-2-methvl- 126 C9H18 003728-54-9 87
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 86
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 86
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 86

Abundance Scan 636 (5.828 min): BF116362.D (-630) (-) m/z 55.00 100.00%
55 g7
5000 41 69
81
125
|” Il ‘ || h 540 5.60 580 6.00 6.20
o} NN — | N ' R 1 N8 AN | __ | E—- m/z 97.10 100.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 o7
5000
41 540 560 580 6.00 6.20
29 69 o 126 m/z 69.00 46.77%
0"|'%?'|“'Mh'"jﬂh"l”'“'w"Hh'"w“”"|"J|"'}ﬁ%"|"'w"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
540 560 580 6.00 6.20
5000 m/z 41.00 46.38%
41 69
29 81 1 126
S R S A RS AR AR RAARA RARRS RARAS LRSS RAARN SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11623: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 o7 540 560 580 6.00 6.20
m/z 81.00 31.69%
5000 a
69 126
29 81
0'w'“'w'M““'h”“'ﬁhL|““W'““m”“l“'h'“}ﬁ¥“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116362.D

Aca On 17 Aug 2019 17:26

Operator : HP/JU

Sample : K4391-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octane, 2,6-dimethyl- Concentration Rank 5

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

6.06 2.18 ng 94177 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 72
3 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59

Abundance Scan 675 (6.057 min): BF116362.D (-672) (-) m/z 57.00 100.00%
57
71
43
5000
97
‘ 8|5 11|3 580 6.00 6.20 6.40
o...,....,....,....,....,....,....-|:...,.':..,...:,....,!...,....,....,....,....,.. m/z 71.05 73.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41 _Lﬁ
5000 — AT
5.80 6.00 6.20 6.40
29 a5 113 m/z 43.00 59.16%
Jdoas L AN /2.
m/z--> 10 20 30 40 50 60 fo 80 90 100 110 120 130 140 150 160
Abundance
i ——v-ﬂ-v-ﬁ%%%‘ﬁ-rk
43 71 580 6.00 6.0 640
5000 29 m/z 41.00 48 .55%
113
ol 15 85 o 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 \\,
Abundance #28437: Nonane, 2,6-dimethyl-
43 5.80 6.00 6.20 6.40
S m/z 55.95 36.74%
5000
29
0 I AL ‘F 97 1}3 127 141 156
m/z--> 10 20 30 40 50 6|0 70 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116362.D

Aca On 17 Aug 2019 17:26

Operator : HP/JU

Sample : K4391-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.58 Concentration Rank 1

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

6.58 51.98 ng 2242610 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (6.581 min): BF116362.D (-761) (-) m/z 132.00 100.00%
5000 68
© s || o Taoms | % ok 6k oho 700
o gL e L peus L~ m/z 68.00 41.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LS R L A
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.56%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 65.95  27.50%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB R B e s )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.72%
5000 og M°
I L 8 o7 ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081719\
Data File : BF116362.D

Aca On 17 Aug 2019 17:26

Operator : HP/JU

Sample : K4391-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 7.41 ng 413891 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
Abundance Scan 1990 (13.792 min): BF116362.D (-1986) (-) m/z 57.00 100.00%
57
5000
13.40 13.60 13.80 14.00 14.20
Ol m/z 42.95 82.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
.
5000 AR AR DR N
13. 40 13. 60 13. 80 14. oo 14. 20
m/z 83.00 78.92%
29 \ H 139
0 \“ \‘\ \‘ ‘ \H\ ‘ | h 1167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57
97
13.40 13.60 13.80 14.00 14.20
5000 m/z 54.95 75.75%
125
29
0 153 182902224 252 297 398
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate T T T
57 o7 13.40 13.60 13.80 14.00 14.20
m/z 69.00 72.15%
5000
125
L 2Ll l\w 193 182 210 238 266 311 412
m/z--> 5'0 1(')0 1&1;0 200 25'30 3(')0 3&1;0 4(')0 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081719\
Data File : BF116362.D

Acq On 17 Aug 2019 17:26

Operator : HP/JU

Sample - K4391-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
Cyclohexane, 1-et... 5.83 2.4 ng 102785 1 6.81 862844 20.0
Octane, 2,6-dimet... 6.06 2.2 ng 94177 1 6.81 862844 20.0
unknown6 .58 6.58 52.0 ng 2242610 1 6.81 862844 20.0
1-Heneicosanol 13.79 7.4 ng 413891 5 13.97 1116490 20.0
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