LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 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-BF121918.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 2.228 20 24 29 rvB 79800 111353 2.87% 0.319%
2 3.463 230 234 250 rBV 23443 47968 1.23% 0.137%
3 5.128 509 517 522 rBV 176263 214203 5.51% 0.614%
4 5.546 583 588 591 rBY 3199444 2987018 76.89% 8.558%
5 6.545 753 758 763 rBVY 3114885 3372647 86.82% 9.663%
6 6.681 776 781 784 rBVY 3700672 3234491 83.26% 9.267%
7 6.904 815 819 822 rBVY 1146778 925272 23.82% 2.651%
8 7.063 841 846 849 rBVY 2947328 2528371 65.08% 7.244%
9 7.463 908 914 917 rBVY 2032079 2086198 53.70% 5.977%
10 8.187 1033 1037 1040 rBV 1379530 1172608 30.18% 3.360%

11 9.257 1214 1219 1223 rBV 4224628 3884815 100.00% 11.131%
12 9.645 1281 1285 1290 rVB 522989 403065 10.38% 1.155%
13 9.939 1331 1335 1339 rBV2 1605769 1370259 35.27% 3.926%
14 10.733 1465 1470 1473 rBV 2831102 2672588 68.80% 7.657%
15 11.427 1584 1588 1590 rBV 1674503 1434794 36.93% 4.111%

16 11.451 1590 1592 1595 rVB 178074 140630 3.62% 0.403%
17 11.945 1674 1676 1680 rVB3 107955 102505 2.64% 0.294%
18 12.039 1688 1692 1694 rBV 46113 41393 1.07% 0.119%
19 12.474 1756 1766 1768 rBv4 75471 167322 4_.31% 0.479%
20 12.639 1791 1794 1800 rVB 247134 207373 5.34% 0.594%

21 12.869 1827 1833 1837 rBV 222384 223651 5.76% 0.641%
22 13.010 1853 1857 1860 rBV 4174726 3847250 99.03% 11.023%
23 13.739 1971 1981 1990 rBV2 187409 516978 13.31% 1.481%
24 13.904 2005 2009 2016 rVB2 166478 197012 5.07% 0.564%
25 14.063 2031 2036 2039 rBV 1237203 1197300 30.82% 3.430%

26 14.086 2039 2040 2046 rVB 80072 68475 1.76% 0.196%
27 14.227 2061 2064 2071 rVB2 54689 65705 1.69% 0.188%
28 14.492 2104 2109 2114 rBV 244270 380201 9.79% 1.089%
29 14.533 2114 2116 2120 rVB3 59276 60835 1.57% 0.174%
30 14.839 2166 2168 2172 rVB2 47140 44748 1.15% 0.128%
31 14.916 2179 2181 2185 rVB2 59440 65878 1.70% 0.189%
32 15.115 2211 2215 2217 rBV 50151 72192 1.86% 0.207%
33 15.421 2265 2267 2274 rVB 35268 44850 1.15% 0.129%
34 15.486 2274 2278 2282 rBV 42684 56122 1.44% 0.161%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.551 2284 2289 2298 rBV 676645 955638 24 .60% 2.738%

Sum of corrected areas: 34901708
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
BF111787.D
28 Dec 2018 14:36

J6579-01

3

TIC Library :

- JU/SJ

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 7

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

2.23 2.41 ng 111353 1,4-Dichlorobenzene-d4 6.90
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. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 24 (2.228 min): BF111787.D (-20) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.0
2.20 2.30 2.40 2.50 2.60
Obr e et bt Tm/z 43.05  48.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 29.21%
29.0
0 L MK .
RS UL UL UL IR SURELN IUR LI I SO IULELI L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 55 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.05 28.23%
29.0
15\'0 M\ ‘ | ‘ L ‘ | \H\ , 97.0
L R U UL S UL I I UL W B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.50%
5000 59.0
87.0
43.0
o 29.0 || L 1 ‘ 102.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 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\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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.

5.13 4.63 ng 214203 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 517 (5.128 min): BF111787.D (-509) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 S SRR R
| 82.9 | 4.80 5.00 5.20 5.40
Obrrr e el e e m/z 59.10 55.73%
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 L LR UL UL
59.0 480 500 520 540
0,
150 41, 1010 m/z 101.10 17.54%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.10 12.61%
41.0
29.0 101.0
o ol L 730 860 |
R I IR SRS UL LI I I UL RIS SN LRSS B SRS BARRY
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 O EAma e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.95%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.68 Concentration Rank 1

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

6.68 69.91 ng 3234490 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 781 (6.681 min): BF111787.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.1
UL A L R
40.1 540 9.1 J 6.40 6.60 6.80 7.00
O‘M.'ﬁ‘}-?. dogrs0 oo m/z 68.10 41.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL A L R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.66%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.10 28.00%
0 "'M .-?ﬁp-lw7%?-ﬁ8§9--u J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.86%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I RN B S
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\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 8
R.T. EstConc Area Relative to ISTD R.T.
12.47 2.33 ng 167322 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 89
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 60
5 Naphthalene, 1,2-dihydro-1-phenyl- 206 C16H14 016606-46-5 53
Abundance Scan 1765 (12.469 min): BF111787.D (-1756) (-) m/z 57.05 100.00%
.0
12.20 12.40 12,60 12.80
0 m/z 71.10 63.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000 A RN SUMRR BN SR
1890 12.20 12.40 12.60 12.80
101.0 ' m/z 43.10 62.91%
oL 270 510 @°ﬂ|h 12301300 1650
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206.0
12.20 12.40 12,60 12.80
5000 m/z 85.10 33.73%
89.0
0 390 630 , |, 1150 1390 1650 “ 1l
m/z--> 20 40 60 80 160 120 140 1éo 1é0 260 '
Abundance #59880: Tetradecane e M e
57.0 12.20 12.40 12.60 12.80
m/z 55.00 29.64%
85.0
-~ T W‘//]‘\W
150 0L L 130 1210 1600 1980
m/z--> 20 Jo éo 80 100 150 140 160 180 260 ' 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 8.64 ng 516978 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 1981 (13.739 min): BF111787.D (-1971) (-) m/z 57.05 100.00%
57.0
5000 LM{ANJhAA“J/\\wjkvathA
901 13.40 13.60 13.80 14.00
141 1 1831 : : : :
ol d Ay 2oL 1831 2283 aer1  hs 7110 60.16%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
51.0
5000 BRSNS RS
1340 13.60 13.80 14.00
m/z 43.10 56.82%
Ozpr ﬂ Mwlwonmzmom% 380.0
m/z--> 50 100 1éo 260 250 300 350 '
Abundance #194493: Hexacosane
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.05 42 .91%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #209566: Octacosane B R e
57.0 13.40 13.60 13.80 14.00
m/z 55.10 21.29%
h MMA
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111787.D

Aca On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.29 ng 197012 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 90
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 90
Abundance Scan 2008 (13.898 min): BF111787.D (-2005) (-) m/z 57.10 100.00%
57.1
97.0
5000
LLi L w2 #3 amo 15160 1580 14100 1420
ob—— Aoy I R u,...:,..”,....,....,. m/z 43.10 92 .80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
510
5000 LR SRR S BN SU
13.60 13.80 14.00 14.20
m/z 55.05 91.46%
169.0 5100
015.Q| 1 1&10 L ST7Y 2550 406.0
m/z--> 55 100 1éo 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0
13.60 13.80 14.00 14.20
5000 1 m/z 83.10 77.55%
ol ‘ { __\1%‘1{0 1699 100 2520 2970 448.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209361: Eicosyl! trifluoroacetate R AR BaEE TS
510 oo 5 13.60 13.80 14.00 14.20
£ m/z 69.05 64.83%
5000
39.0
o ‘ ( ﬁ , 182.0 2240 280.0 3250 376.0
miz--> ""s'o""1c'>o""1éd"'zc'>d"'zsd"éc56"'3éd'"466"'4éo' 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\BF122818\
Data File : BF111787.D

Acq On : 28 Dec 2018 14:36

Operator : JU/SJ

Sample : J6579-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
Butane, 2-methoxy... 2.23 2.4 ng 111353 1 6.90 925272 20.0
2-Pentanone, 4-hy... 5.13 4.6 ng 214203 1 6.90 925272 20.0
unknown6 .68 6.68 69.9 ng 3234490 1 6.90 925272 20.0
Phenanthrene, 2,5... 12.47 2.3 ng 167322 4 11.43 1434790 20.0
Heptacosane 13.74 8.6 ng 516978 5 14.06 1197300 20.0
Heptafluorobutyri... 13.90 3.3 ng 197012 5 14.06 1197300 20.0
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