LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample : K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF012519.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 2.122 3 6 13 rVB 128960 174461 3.86% 0.515%
2 5.063 502 506 516 rBV 116200 176813 3.91% 0.522%
3 5.475 572 576 595 rBVY 3580127 3592372 79.52% 10.603%
4 6.487 743 748 765 rBVY 3451236 3781684 83.72% 11.162%
5 6.610 765 769 773 rBVY 4154005 4005064 88.66% 11.821%
6 6.834 803 807 816 rBV 861859 798178 17.67% 2.356%
7 6.992 829 834 837 rBVY 3279069 3149960 69.73% 9.297%
8 7.398 898 903 906 rBVY 2461196 2366910 52.40% 6.986%
9 8.116 1021 1025 1039 rBV 969967 1004992 22.25% 2.966%
10 9.186 1202 1207 1219 rBV 4488909 4517317 100.00% 13.333%
11 9.580 1270 1274 1283 rBV 278780 270278 5.98% 0.798%
12 9.869 1319 1323 1338 rVvB 1175940 1063812 23.55% 3.140%
13 10.663 1454 1458 1472 rBVY 2575019 2417818 53.52% 7.136%
14 11.357 1572 1576 1585 rBvV 952901 896930 19.86% 2.647%
15 11.874 1661 1664 1675 rBV2 153912 197149 4 .36% 0.582%
16 12.663 1795 1798 1802 rBvV3 36762 48938 1.08% 0.144%
17 12.939 1840 1845 1848 rBY 3549325 3107769 68.80% 9.173%
18 13.827 1992 1996 2004 rBvV 250744 364943 8.08% 1.077%
19 14.004 2022 2026 2037 rBvV 787420 800334 17.72% 2.362%
20 14.145 2047 2050 2052 rBV2 55654 53398 1.18% 0.158%
21 14.445 2098 2101 2108 rBV2 76907 111780 2.47% 0.330%
22 14.751 2150 2153 2156 rVB 83191 75768 1.68% 0.224%
23 15.080 2206 2209 2214 rVB 84940 101241 2.24% 0.299%
24 15.474 2270 2276 2283 rVB 577020 803075 17.78% 2.370%

Sum of corrected areas: 33880984
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF021119\
Data File : BF112485.D

Aca On - 11 Feb 2019 17:16

Operator : JU/SJ

Sample . K1453-03

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112485.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 6

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

2.12 4_.37 ng 174461 1,4-Dichlorobenzene-d4 6.83
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 6 (2.122 min): BF112485.D (-3) (-) m/z 73.10 100.00%
73
5000 43
55 87
2.20 2.30 2.40 2.50
0 ..,....,....,...3.3,|:.'..5,°.'.|:'.,....,'..-..,....,....,... m/z 43.05 35.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 IR RS RN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.05 25.39%
0 ,ﬁg 35 ,L‘| 50 | 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
21 o 87 220 230 240 250
5000 m/z 55.10 22 .19%
29
ot W el L e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- PP
7B 2.20 2.30 2.40 2.50
m/z 41.05 12.44%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 4.43 ng 176813 1,4-Dichlorobenzene-d4 6.83
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 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF112485.D (-502) (-) m/z 43.00 100.00%
43
59
5000
T T2k 5ho 5k sk
0...,....,....,....','!:..‘?.1.-!],....,....,53.3..,...:,|....,....,....,....,...., m/z 59.10 55.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LR I I
59 480 500 520 5.40
m/z 101.10 21.73%
31 83 g3 101
R e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.10 14 .00%
101
15 58
28 69 84 ‘
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
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 A L R mas e Ria
59 480 5.00 5.20 5.40
m/z 41.10 9.07%
5000 41
68
0 150 . 126 147
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\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 3 unknown6.61 Concentration Rank 1

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

6.61 100.36 ng 4005060 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 769 (6.610 min): BF112485.D (-765) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J 620 640 6.60 6.80 7.00
54 . . . . :
o 8 e Y w/z 68.10  41.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
AN
5000 R IR UL UL I
6.0 6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 32.92%
60 7D 0 115
0 AL SARLLEL SA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 26.70%
) IR ...q‘n.. ﬁ“- H..,‘W..L‘, W .,.1??.
m/z--> 20 40 100 120 140 160 180 0
Abundance #14079. Benzene, 1-ethenyl-3,5-dimethyl- e ,k. e R
132 6.20 6.40 6.60 6.80 7.00
117 m/z 69.05 17.01%
5000
39 51 65 77 3t
. }?I ?7..‘,..h S ...,1??.. .lw‘.,. —
m/z--> 20 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\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 4.40 ng 197149 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1663 (11.869 min): BF112485.D (-1661) (-) m/z 43.10 100.00%
5000
129
7 115 A AR SUNIN SR SRR
01 15717118519g 213 11.60 11.80 12.00 12.20
0 m/z 73.00 97.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/z 60.00 82.97%
| L|TJJ 143157171185199213
Ol
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 41.10 81.37%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L o
43 60 78 11.60 11.80 12.00 12.20
m/z 57.10 75.00%
5000 - e
“ T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 9.12 ng 364943 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 1996 (13.827 min): BF112485.D (-1992) (-) m/z 57.05 100.00%
5
83
5000 Jil
111
RN BRI SO B B
139 167 13.60 13.80 14.00 14.20
Obrr bt AL .1 A A e | | W/Z 43.10 89.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LI BUULIN UM I B
13.60 13.80 14.00 14.20
29 M 111 m/z 55.10 85.49%
o J 1139 167 196 223 252 280
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
o7 1360 13.80 14.00 14.20
5000 m/z 83.10 77.03%
oh ] l l | 1477|196 224 269 420
m/z--> 50 160 150 260 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate L e e AR
57 13.60 13.80 14.00 14.20
m/z 97.10 72 .34%
97
5000
125
o Z?l | ‘l 153 181 224250 280308 353 454
m/z--> 5 100 1éo 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 7 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.79 ng 111780 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Pentadecane 212 C15H32 000629-62-9 60
3 Tetradecane 198 C14H30 000629-59-4 60
4 Heptadecane 240 C17H36 000629-78-7 53
5 Octadecane 254 C18H38 000593-45-3 53
Abundance Scan 2100 (14.439 min): BF112485.D (-2098) (-) m/z 57.05 100.00%
57
5000

203 227 251 14.20 14.40 14.60 14.80

113 143 168

ob—3 m/z 43.10 59.44%
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57
5000 85 e
14.20 14.40 14.60 14.80
113 m/z 71.10 57.23%
29 141 324
S o O O 2 M
m/z--> 50 100 150 200 250 300 350
Abundance #71395: Pentadecane
57
R E B R EREEE e
29 14.20 14.40 14.60 14.80
5000 85 m/z 85.00 45 .93%
I
ob—4 Wb b by
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane B B
57 14.20 14.40 14.60 14.80
m/z 324.00 26.03%
5000 85
29
oyl e e 0
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021119\
Data File : BF112485.D

Aca On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 8 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.08 2.52 ng 101241 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 80

Abundance Scan 2209 (15.080 min): BF112485.D (-2206) (-) m/z 57.10 100.00%
57
5000
140 168 196 204 248 273 296316 357 14.80 15.00 15.20 15.40
- ,i 2 "m/z 71.10 74.02%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 LRI BB DU UL B
1480 15.00 1520 15.40
- 13 m/z 43.10 69.31%
141
ok b g A 107 225 gy 206
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85 14.80 15.00 15,20 15.40
5000 m/z 85.10 53.68%
0 . |“| J I.il .I\ |”| Jl I\J . 1: \\ Iﬂ |1(?9| :!-9|7| 2|2|5 |253| |2|82| —
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- T
43 14.80 15.00 15.20 15.40
- m/z 55.10 22.25%
5000
‘ J 9 127
o Ao b " 195 183202225 253 295 337
L L L I"'I""I""""IIIII R R B R
m/z--> 50 100 150 200 250 300 350 1480 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021119\
Data File : BF112485.D

Acq On : 11 Feb 2019 17:16

Operator : JU/SJ

Sample - K1453-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_M
Quant Title : 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... 2.12 4.4 ng 174461 1 6.83 798178 20.0
2-Pentanone, 4-hy... 5.06 4.4 ng 176813 1 6.83 798178 20.0
unknown6.61 6.61 100.4 ng 4005060 1 6.83 798178 20.0
n-Hexadecanoic acid 11.87 4.4 ng 197149 4 11.36 896930 20.0
5-Eicosene, (E)- 13.83 9.1 ng 364943 5 14.00 800334 20.0
Tricosane 14.44 2.8 ng 111780 5 14.00 800334 20.0
Heneicosane 15.08 2.5 ng 101241 6 15.47 803075 20.0
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