LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\

Data File : BF084249.D

Aca On 4 Jan 2016 19:57 Instrument :
Operator - UM/SJ BNA_F

Sample - 64986-03 ClientSampleld :
Misc - PJ-SB-4-1.5-2.0
ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF123115.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 2.155 4 6 16 rVB4 68485 178366 3.26% 0.332%
2 5.081 260 262 267 rVB 1415436 1651750 30.20% 3.076%
3 5.504 296 299 301 rBVY 5797161 5391055 98.56% 10.040%
4 6.533 386 389 391 rBVY 5255913 5194927 94.97% 9.675%
5 6.659 398 400 403 rVB 5337700 5337614 97 .58% 9.941%
6 6.887 418 420 423 rVB 1968681 1692187 30.94% 3.151%
7 7.047 431 434 436 rBY 5088660 4327320 79.11% 8.059%
8 7.459 467 470 472 rBV 3714215 4047312 73.99% 7.538%
9 7 .550 475 478 480 rBV 49625 66571 1.22% 0.124%
10 8.179 530 533 535 rBY 2606483 2341981 42.82% 4.362%

11 9.253 624 627 630 rBV 6147274 5469979 100.00% 10.187%
12 9.653 660 662 664 rBVY 1372481 1203838 22.01% 2.242%
13 9.870 676 681 682 rBvV 43299 65029 1.19% 0.121%
14 9.928 684 686 689 rvB 1938026 2339586 42.77% 4_.357%
15 10.362 720 724 726 rVB 125242 143515 2.62% 0.267%

16 10.590 740 744 747 rBV 48258 96856 1.77% 0.180%
17 10.716 753 755 758 rBV2 3248706 3709170 67.81% 6.908%
18 10.842 764 766 769 rBV 173904 261501 4.78% 0.487%
19 11.288 803 805 806 rBvV 144239 127078 2.32% 0.237%
20 11.413 814 816 819 rBV 2406546 2171578 39.70% 4.044%

21 13.002 953 0955 957 rBV 4943444 4293521 78.49% 7.996%
22 13.482 995 997 1003 rBV3 33934 83934 1.53% 0.156%
23 13.905 1031 1034 1040 rBV 255725 370795 6.78% 0.691%
24 14.054 1044 1047 1049 rBV 1469518 1564294 28.60% 2.913%

25 14.534 1087 1089 1091 rBV2 44425 79319 1.45% 0.148%

26 15.494 1170 1173 1175 rBVY 1094584 1424270 26.04% 2.653%

27 15.962 1212 1214 1217 rBV3 31589 61570 1.13% 0.115%
Sum of corrected areas: 53694916
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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:\HPCHEMI\BNA F\DATA\BF010416\

BF084249.D

4 Jan 2016 19:57

UM/SsJ

G4986-03

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084249.D

Aca On : 4 Jan 2016 19:57

Operator : UM/SJ

Sample : 6G4986-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.16 2.11 ng 178366 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
3 Methane. trimethoxv- 106 C4H1003 000149-73-5 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 6 (2.155 min): BF084249.D (-4) (-) m/z 75.00 100.00%
s
5000 45
3g| ‘ 51 57 83 220 230 240 2.50 2.60
...,....,....,....,....,...'.,....,'.!:.,....,....,....,.. m/z 73.10 75.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
29
5000 45 L B L
2.20 2.30 2.40 2.50 2.60
m/z 45.10 51.07%

39
“m > 69| 87 103
R e REREE ..,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73

2.20 2.30 2.40 2.50 2.60

5000 m/z 41.10 36.71%
45
39 S5 61 67
i o N B o L ILAL A I e e o e o B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4860: Methane, trimethoxy-

75 2.20 2.30 2.40 2.50 2.60
m/z 47.05 30.69%

5000
31 47
15
\ \ 59 105

m/z-->

100 20 30 40 50 60 70 80 90 100 110

2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084249.D

Aca On : 4 Jan 2016 19:57

Operator : UM/SJ

Sample : 6G4986-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3

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

5.08 19.52 ng 1651750 1,4-Dichlorobenzene-d4 6.89
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 262 (5.081 min): BF084249.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
101 480 5.00 520 540
bl 0 8| AT h77 B9.10 56.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.10 16.97%
15 4 101
'"W'Whﬂh"*I”"??”'“"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 520 540
5000 m/z 58.10 14 .55%
41
29 101
73 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl- R REE R
50 4.80 500 5.20 5.40
m/z 41.05 9.21%
5000 41
ZT
87
"}?l'"'|""|'ﬁ9'|"'??""|""| SRS D SRR R L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084249.D

Aca On : 4 Jan 2016 19:57

Operator : UM/SJ

Sample : 6G4986-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.66 Concentration Rank 1

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

6.66 63.09 ng 5337610 1,4-Dichlorobenzene-d4 6.89
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 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 400 (6.659 min): BF084249.D (-398) (-) m/z 132.00 100.00%
32
5000 68
96 U I IR UL L
40 g4 78 |, 1s 007 6.40 6.60 6.80 7.00
0 O M- m/z 68.10 47.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I IR UL L
6.40 6.60 6.80 7.00
m/z 134.00 32.70%
31 51
"I'J”NI'H'Pl'j?”"I"”I"‘W""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 31.84%
33 44 o 105
60 " g0 115
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #13914: 1,2,3-Trifluorobenzene e AR
132 6.40 6.60 6.80 7.00
m/z 69.10 20.55%
5000
63 81
31
';?"h '|'?g“lﬂ‘*'kﬂ“lg%‘ﬁeéy'l" S NEERS NSRS RS RS U R R UL S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084249.D

Aca On : 4 Jan 2016 19:57

Operator : UM/SJ

Sample : 6G4986-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.84 2.41 ng 261501 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86

Abundance Scan 766 (10.842 min): BF084249.D (-764) (-) m/z 57.10 100.00%
57
5000 P
113 10.60 10.80 11.00 11.20
169
...-.\,.!.".-I,."..lf?l,.'...?0.7... e m/Z 43.10 72.57%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LA BN DAL SR DA
85 10.60 10.80 11.00 11.20
29 m/z 71.10 59.51%
A - O - R S
m/z--> 50 100 150 200 250 300 350
Abundance
57
"' 10.60 10:80 11.00 11.20
5000 m/z 85.10 37.00%
85
29 113 141 169 107 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #45544: Tridecane LI I B B e
57 10.60 10.80 11.00 11.20
m/z 41.10 28.84Y%
5000
85
29
“ 1A | J | S| 1:!-3 ‘141 184
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3éo 10.|60 10.|80 11.'00 11.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084249.D

Aca On : 4 Jan 2016 19:57

Operator : UM/SJ

Sample : 6G4986-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 4.74 ng 370795 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 93
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90
Abundance Scan 1034 (13.905 min): BF084249.D (-1031) (-) m/z 57.10 100.00%
57 83

i

5000 11
139 13.60 13.80 14.00 14.20
163 195 231 282 355
b m/z 43.05 96.27%
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
83
5000 LA L L L L L L LN |
111 13.60 13.80 14.00 14.20
- ‘ ‘ m/z 55.10 88.52%
139 169 238
20 |ime P
m/z--> 50 150 200 250 300 350
Abundance
57

R
83 13.60 13.80 14.00 14.20
5000 m/z 83.10 84 .48%
111
29
139 168 191 210 238 283
m/z--> 50 100 150 200 250 300 350
Abundance #146886: Dichloroacetic acid, heptadecyl ester P e
57 8 13.60 13.80 14.00 14.20
m/z 97.05 71.95%
5000 111
29 ‘
n J\ LAY 168 101210 238 265 295
m/z--> 50 100 150 200 250 300 350 13. 60 13 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
Data File : BF084249.D

Acq On : 4 Jan 2016 19:57

Operator : UM/SJ

Sample - G4986-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.16 2.1 ng 178366 1 6.89 1692190 20.0
2-Pentanone, 4-hy... 5.08 19.5 ng 1651750 1 6.89 1692190 20.0
unknown6 .66 6.66 63.1 ng 5337610 1 6.89 1692190 20.0
Eicosane 10.84 2.4 ng 261501 4 11.41 2171580 20.0
Heptafluorobutano... 13.91 4.7 ng 370795 5 14.05 1564290 20.0
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