LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\

Data File : BF102562.D

Aca On - 28 Jan 2018 17:27 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; J1290-15 SBA&OQOp
ALS Vial : 9 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-BF012218.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 4.916 477 481 490 rVB 68988 98889 2.66% 0.297%
2 5.328 546 551 573 rBY 3323964 3473402 93.47% 10.415%
3 6.357 721 726 743 rBVY 3080348 3621113 97.45% 10.858%
4 6.487 743 748 751 rBVY 3406924 3454199 92.96% 10.357%
5 6.710 782 786 795 rBVY 1052557 884587 23.81% 2.652%
6 6.869 808 813 816 rBVY 2842511 2703605 72.76% 8.107%
7 7.281 878 883 886 rBY 2282087 2158590 58.09% 6.473%
8 7.457 910 913 916 rVB 42639 38692 1.04% 0.116%
9 7.992 1000 1004 1022 rBV 1345691 1258112 33.86% 3.772%
10 9.069 1182 1187 1190 rBV 4066149 3715888 100.00% 11.142%
11 9.145 1197 1200 1202 rBV 55288 40630 1.09% 0.122%
12 9.463 1250 1254 1261 rVB 434464 413555 11.13% 1.240%
13 9.610 1275 1279 1283 rBV 38755 39209 1.06% 0.118%

14 9.675 1286 1290 1294 rVV 163352 137783 3.71% 0.413%
15 9.745 1298 1302 1311 rVB2 1554846 1404521 37.80% 4.211%

16 10.175 1371 1375 1378 rVB 173733 154909 4_.17% 0.464%
17 10.392 1407 1412 1414 rBV 47419 59593 1.60% 0.179%
18 10.539 1433 1437 1448 rBV 2189016 2128931 57.29% 6.384%
19 10.645 1452 1455 1463 rVB 147722 164329 4.42% 0.493%
20 11.092 1528 1531 1533 rBV 66164 51962 1.40% 0.156%

21 11.233 1551 1555 1558 rBV 1395561 1293420 34.81% 3.878%
22 12.445 1759 1761 1764 rVB 94437 77856 2.10% 0.233%
23 12.675 1794 1800 1805 rBV 108784 135356 3.64% 0.406%
24 12.816 1820 1824 1828 rBV 2959603 2979627 80.19% 8.934%
25 12.986 1848 1853 1857 rBV5 23182 48017 1.29% 0.144%

26 13.710 1972 1976 1982 rBV2 248353 341707 9.20% 1.025%
27 13.845 1996 1999 2000 rBV 78812 81834 2.20% 0.245%
28 13.869 2000 2003 2007 rvVv 900741 959888 25.83% 2.878%
29 14.892 2173 2177 2180 rBV 168341 237655 6.40% 0.713%
30 15.180 2222 2226 2232 rVB 95272 138212 3.72% 0.414%

31 15.239 2232 2236 2240 rBV2 102529 144007 3.88% 0.432%
32 15.298 2241 2246 2255 rVV 726218 909706 24.48% 2.728%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102562.D

Aca On : 28 Jan 2018 17:27

Operator : SJ/JU

Sample : J1290-15

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 33349784
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102562.D

Aca On - 28 Jan 2018 17:27

Operator : SJ/JU

Sample : J1290-15

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.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: BF102562.D
4000000

6.49

6.36
3000000 6.87

5.33

7.28
2000000

6.71
1000000

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF102562.D
4000000 9|07

3000000 12.82

10.54

2000000

9.75
7.99 11.23

1000000

ElS 9 1%371039E51§5 11.09 12.4512.67)| 12 99

o A e A A e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF102562.D
4000000

3000000

2000000

13.87

1000000

O T T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102562.D

Aca On : 28 Jan 2018 17:27

Operator : SJ/JU

Sample : J1290-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 7

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

4.92 2.24 ng 98889 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.2-Butanediol 90 C4H1002 000584-03-2 37
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 482 (4.922 min): BF102562.D (-477) (-) m/z 43.00 100.00%
43
59
5000
1 460 4.80 500 520
0....,....',':..:-|i....,8-.3...-,|....,....,....,....,....,2.0.7.. m/z 59.00 59.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SN AR LS LS R
59 460 480 500 520
m/z 101.00 18.57%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
31 59
460 4.80 500 520
5000 m/z 58.10 16.17%
43
5 71 89
e A L I S S S S BN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59 460 4.80 5.00 5.20
m/z 41.00 9.33%
5000
a1 101
0% '}?l?Z“'JU"H“i'z}'ﬁ?"'l""l SRV SRR P
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102562.D

Aca On : 28 Jan 2018 17:27

Operator : SJ/JU

Sample : J1290-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 78.10 ng 3454200 1,4-Dichlorobenzene-d4 6.71
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.493 min): BF102562.D (-743) (-) m/z 132.00 100.00%
132
5000
68
96 RSN AR R
40 54 081 6.20 6.40 6.60 6.80
o} B B o SRS m/z 134.00 34 .14%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR AR R R
6.20 6.40 6.60 6.80
2 ‘ m/z 68.00 28.40%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.07%
41 97
117
o 54 || 81
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl R e b
57 132 6.20 6.40 6.60 6.80
24 m/z 96.10 12.07%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102562.D

Aca On : 28 Jan 2018 17:27

Operator : SJ/JU

Sample : J1290-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 8
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.21 ng 154909 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 76
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72

Abundance Scan 1374 (10.169 min): BF102562.D (-1371) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40

99 113 127 140 155 169

(o} m/z 43.10 66.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000 85 LA L L L L LB L
9.80 10.00 10.20 10.40
29 % m/z 71.05 49 .45%
0 ‘ L o 8 17aa 155 169 183 197 226
R e e e LS S B
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 R e as SE e
71 9.80 10.00 10.20 10.40
5000 85 m/z 85.05 33.71%
29
ol 15 99 113 127 141 155 169 198
s A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48837: Nonane, 5-butyl- BT T T
4B 57 711 9.80 10.00 10.20 10.40
m/z 41.05 27 .73%
85
5000 126
o I “ L 912 | 140155 1ma
R R S B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 1000 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102562.D

Aca On : 28 Jan 2018 17:27

Operator : SJ/JU

Sample : J1290-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 7.12 ng 341707 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1976 (13.710 min): BF102562.D (-1972) (-) m/z 57.10 100.00%
97 83
5000 111 /MJL\A/
IR BN B
3 153 1g1 208 234 13.40 13.60 13.80 14.00
N 8 293271 21 m/z 55.00 95.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 1l BB A S DR
anmnmmm
- m/z 43.05 86.92%
ok il 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.05 85.15%
29
o 139 167 106 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 AR ma
83 13.40 13.60 13.80 14.00
m/z 97.10 78.55%
5000 MwMAANVWW’m«J\MMﬁlemﬂbxmw
o \“ ‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13 80 14. oo '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012818\
Data File : BF102562.D

Acq On : 28 Jan 2018 17:27

Operator : SJ/JU

Sample - J1290-15

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 2.2 ng 98889 1 6.71 884587 20.0
unknown6 .49 6.49 78.1 ng 3454200 1 6.71 884587 20.0
Hexadecane 10.17 2.2 ng 154909 3 9.75 1404520 20.0
Behenic alcohol 13.71 7.1 ng 341707 5 13.87 959888 20.0
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