LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102258.D

Aca On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample : J1114-05

Misc :

ALS Vial : 8 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-BF010918.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 4.922 478 482 489 rBV 161478 225582 7.21% 0.842%
2 5.334 547 552 555 rBY 3086657 3108538 99.40% 11.608%
3 6.363 722 727 731 rBVY 2879291 3124967 99.93% 11.669%
4 6.493 744 749 752 rBVY 3370781 3127272 100.00% 11.677%
5 6.722 784 788 791 rBV 968776 870694 27.84% 3.251%
6 6.875 810 814 817 rBVY 2834301 2435873 77 .89% 9.096%
7 7.287 879 884 887 rBY 2084554 1942253 62.11% 7.253%
8 8.004 1001 1006 1009 rBV 1190715 1103214 35.28% 4.119%
9 9.081 1184 1189 1192 rBVY 3422804 3030808 96.92% 11.317%
10 9.475 1251 1256 1259 rBV 248126 225670 7.22% 0.843%

11 9.686 1289 1292 1295 rVB 138442 100991 3.23% 0.377%
12 9.751 1300 1303 1308 rVB 1109470 1053020 33.67% 3.932%
13 10.186 1373 1377 1380 rVB 145374 125638 4.02% 0.469%
14 10.404 1410 1414 1416 rBV 37201 37109 1.19% 0.139%
15 10.545 1433 1438 1441 rBV 1529848 1447707 46.29% 5.406%

16 10.657 1454 1457 1467 rVB 132374 143995 4.60% 0.538%
17 11.104 1530 1533 1536 rBV2 39130 40493 1.29% 0.151%
18 11.239 1552 1556 1559 rBV 970668 835044 26.70% 3.118%
19 12.645 1792 1795 1799 rBV 137910 116012 3.71% 0.433%
20 12.822 1821 1825 1829 rBV 2099352 1922156 61.46% 7.177%

21 13.304 1905 1907 1911 rVB 46091 45281 1.45% 0.169%
22 13.351 1912 1915 1918 rVV 78509 68862 2.20% 0.257%
23 13.716 1974 1977 1981 rBV 164497 164842 5.27% 0.616%
24 13.874 2000 2004 2007 rBV 808554 731633 23.40% 2.732%
25 15.298 2241 2246 2255 rBV 547045 698538 22.34% 2.608%

26 15.727 2317 2319 2324 rVB5 42366 54198 1.73% 0.202%

Sum of corrected areas: 26780390
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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\BF012018\
BF102258.D

20 Jan 2018 11:49

SJ/JuU

J1114-05

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102258.D

Aca On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample : J1114-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.92 5.18 ng 225582 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27

Abundance Scan 482 (4.922 min): BF102258.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 460 4.80 500 520
Ol 530 8 | 00 58, 69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R L LR
59 460 480 500 520
m/z 101.10 17.07%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 57 m/z 58.00 15.07%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R R e S R EE
50 4.60 4.80 5.00 5.20
m/z 41.10 9.73%
5000 41
31
| LT
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102258.D

Aca On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample : J1114-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 71.83 ng 3127270 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.493 min): BF102258.D (-744) (-) m/z 132.00 100.00%
5000 68
40 8 620 640 6.60 6.80
54 75 104 : . .
o B ol A 1 Ml S [ m/z 68.10 37.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 ISR U R R
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.67%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 23.77%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R ma e a b

132 6.20 6.40 6.60 6.80
m/z 69.10 15.00%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102258.D

Aca On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample : J1114-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.39 ng 125638 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1378 (10.192 min): BF102258.D (-1373) (-) m/z 57.10 100.00%
57
43
5000 1
99 115127101 160 250 10,06 10120 1040 1060
0! m/z 43.00 53.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 57
5000 n U SRR B BN
a5 9.80 10.00 10.20 10.40 10.60
29 m/z 71.05 51.62%
0 | ‘ L ‘ 99 113127141 155 169 183197 226
m/z--> 20 45 eb éo 160 150 140 160 180 200 220 240 260
Abundance
57
43 RN AN SN B
71 9.80 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 42 .69%
29
ol15 %mwmmm m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane aan e R Saae DI
43 57 9.80 10.00 10.20 10.40 10.60
m/z 41.05 26 .56%
71
5000 85
29 99
o | 11‘3127141155169183197211225 254
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102258.D

Aca On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample : J1114-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.66 3.45 ng 143995 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1458 (10.663 min): BF102258.D (-1454) (-) m/z 57.05 100.00%

57

113 133150 173 199 10.40 10.60 10.80 11.00

0] m/z 43.10 61.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane
57
5000 LA L L L L L L LB LB
85 10.40 10.60 10.80 11.00
29 m/z 71.10 58.83%
0 \‘ ‘ ‘ “ I \\‘ 1}3 i 141 169 196 24\.0
T e P e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
T T e T
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 37.32%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59879: Tetradecane AR EE A &
57 10.40 10.60 10.80 11.00
m/z 41.10 27.79%
5000 85
29
113 141 169 198
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102258.D

Aca On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample : J1114-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.65 3.17 ng 116012 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 64
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 41
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 Oxirane. 2.3-bis(l-methvlethvD)-... 128 C8H160 054644-32-5 38
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 35

Abundance Scan 1796 (12.651 min): BF102258.D (-1792) (-) m/z 56.00 100.00%

56
5000 4

239 257

129

i 312 12.40 12.60 12.80 13.00

149 170186203218

0 m/z 43.00 51.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4 LB e e
73 12.40 12.60 12.80 13.00
m/z 57.10 50.63%
ol28 il ‘ n u‘llﬁ 157 185 213 239237 55 3o
e ..P”q.”quupu..”.””.”..”.””..”P”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R EmEEs e
12.40 12.60 12.80 13.00
5000 a1 m/z 41.10 45 . 75%
& 257
129
ol.26 101 157 185 213 2% 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- R EmEEs e
56 12.40 12.60 12.80 13.00
m/z 257.20 34.60%
5000
41
B 0 16 19
o b Lk M0 s %

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102258.D

Aca On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample : J1114-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.51 ng 164842 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1978 (13.721 min): BF102258.D (-1974) (-) m/z 57.10 100.00%
57
83
5000 4
111
BRI BN BN
147163 182 215 250 287 326 13.40 13.60 13.80 14.00
0 = L R TR e m/z 43.05 77.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55
5000 UL BN B
13.40 13.60 13.80 14.00
- m/z 83.05 76.33%
0 Lo 167 196 224 252 280 308
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 UL BN B
41 13.40 13.60 13.80 14.00
5000 m/z 55.00 73.11%
125
0 15 81 154 180196 224 951269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol e A REEEEEasS
13.40 13.60 13.80 14.00
m/z 97.10 61.35%
o 167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.'40 13.|60 13.|80 14.'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012018\
Data File : BF102258.D

Acq On : 20 Jan 2018 11:49

Operator : SJ/JU

Sample - J1114-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4.92 5.2 ng 225582 1 6.72 870694 20.0
unknown6 .49 6.49 71.8 ng 3127270 1 6.72 870694 20.0
Hexadecane 10.19 2.4 ng 125638 3 9.75 1053020 20.0
Heptadecane 10.66 3.5 ng 143995 4 11.24 835044 20.0
Hexadecanoic acid... 12.65 3.2 ng 116012 5 13.87 731633 20.0
Behenic alcohol 13.72 4.5 ng 164842 5 13.87 731633 20.0
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