LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013118\
Data File : BF102679.D

Aca On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample : J1385-01

Misc :

ALS Vial : 22 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 4.916 476 481 493 rBV 162522 233871 6.81% 0.833%
2 5.340 549 553 577 rBY 3081554 3391792 98.77% 12.085%
3 6.375 725 729 744 rBVY 3097152 3433918 100.00% 12.236%
4 6.487 744 748 763 rVB 3565196 3349482 97.54% 11.935%
5 6.710 782 786 795 rBV 918460 872786 25.42% 3.110%
6 6.863 808 812 815 rBVY 2920673 2540056 73.97% 9.051%
7 7.281 878 883 893 rBY 2086822 2016080 58.71% 7.184%
8 7.992 1000 1004 1020 rVB 1130410 1091492 31.79% 3.889%
9 9.063 1182 1186 1196 rBV 3247137 3108160 90.51% 11.075%
10 9.463 1248 1254 1261 rBV 453687 410294 11.95% 1.462%
11 9.663 1285 1288 1292 rBV 105677 92973 2.71% 0.331%

12 9.745 1298 1302 1310 rVB 1021681 960664 27.98% 3.423%
13 10.163 1370 1373 1376 rVB 151407 112744 3.28% 0.402%
14 10.381 1406 1410 1413 rBV2 36214 45176 1.32% 0.161%
15 10.539 1433 1437 1448 rBV 1489397 1424086 41.47% 5.074%

16 10.633 1450 1453 1458 rVvVv 113881 108344 3.16% 0.386%

17 11.081 1526 1529 1532 rBV 43357 38517 1.12% 0.137%
18 11.228 1551 1554 1563 rBV 779114 783030 22.80% 2.790%
19 11.751 1640 1643 1648 rBV 36406 44943 1.31% 0.160%
20 12.622 1788 1791 1796 rBV3 79434 81429 2.37% 0.290%
21 12.810 1819 1823 1827 rBV 2175539 2171280 63.23% 7.737%
22 13.286 1900 1904 1908 rBv4 31706 46215 1.35% 0.165%
23 13.327 1908 1911 1914 rVB 46612 39771 1.16% 0.142%

24 13.698 1970 1974 1979 rBV 291056 336061 9.79% 1.197%
25 13.869 2000 2003 2011 rBV 781302 801595 23.34% 2.856%
26 15.298 2242 2246 2253 rBV 393293 530317 15.44% 1.890%

Sum of corrected areas: 28065076
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF013118\

BF102679.D
1 Feb 2018 2:23
SJ/Ju
J1385-01
22 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102679.D

Aca On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample - J1385-01

Misc :

ALS Vial : 22 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 4

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

4.92 5.36 ng 233871 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 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 482 (4.922 min): BF102679.D (-476) (-) m/z 43.00 100.00%
43
59
5000
101 IENAR SRR R RN
2 | 83 | 460 4.80 5.00 5.20
SRR ¥ ST SRS oMM M m/z 59.00 58.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL IR
59 460 480 500 520
m/z 101.00 20.07%
25 31 37 | 83 g3 10
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520
5000 m/z 58.00 15.11%
101
15 97 " 71
T "|""|??"| "'4?"" F?"'l"??l"qe'l'"'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20
m/z 41.00 8.99%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20

8270-BF012218_.M Thu Feb 01 13:29:25 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102679.D

Aca On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample - J1385-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 unknown6.49 Concentration Rank 1

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

6.49 76.75 ng 3349480 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.493 min): BF102679.D (-744) (-) m/z 132.00 100.00%
5000
68
6 RSN U R R
40 54 75 104 6.20 6.40 6.60 6.80
0 ..,....,....,....,":..?,....??.I.' e 8 Ll M5l Tm/z 68.10  34.70%
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 L
5000 USRS L
6.20 6.40 6.60 6.80
78 m/z 134.00 33.35%
1, | 1
2> b B0 b B % 18 1 1 T 14
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.00 21.41%
104
66
14 27 37 4451 55 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e B B e
132 6.20 6.40 6.60 6.80
m/z 69.05 13.04%
5000 6
41 97
‘ 53 117
34 ‘\ ‘ 60, | | \w‘ 89 || 105 | 124
m/z--> 10 20 30 Jo 55 60 fo 80 95 100 110 150 150 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102679.D

Aca On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample - J1385-01

Misc :

ALS Vial : 22 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 Heptadecane Concentration Rank 6

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

10.16 2.35 ng 112744 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1373 (10.163 min): BF102679.D (-1370) (-) m/z 57.05 100.00%

g7
43
71
5000
85

99 113127 149 9.80 10.00 10.20 10.40
el 127 19 160188 | nsz 43.05  70.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000 |||||||||||||||||||
85 9.80 10.00 10.20 10.40
29 9 m/z 71.05 53.06%
L 118127141 155169182 106210 240
T e T T e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 ¥
9.80 10.00 10.20 10.40
5000 71 m/z 85.05 34.18%
85
29
99 113127 141 155 169 183197 226
T T T T T T T T T [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57 9.80 10.00 10.20 10.40
43 m/z 41.05 30.28%
71
5000 85
29 99
15 | ‘ ) | 118127141155169183 212
e B L e o e o e  AARNREREE EEERs ne T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 10. 00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102679.D

Aca On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample - J1385-01

Misc :

ALS Vial : 22 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 5 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.63 2.77 ng 108344 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 1452 (10.628 min): BF102679.D (-1450) (-) m/z 57.00 100.00%

57

5000

Lol

10.40 10.60 10.80 11.00
/z 43.05 59.21%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71
5000 LA L L L L I
85 1040 1060 10.80 11.00
29 m/z 71.00 44.15%
99
15 ‘\ |, - 118127141155169183 212
= = ST IS i i AR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57 l
e e e
71 10.40 10.60 10.80 11.00
5000 m/z 85.05 29.23%
85
29
99 113 127 141 155 169 183 226
T ST e R A e R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 )
Abundance #94345: Heptadecane AR ES s S e o
57 10.40 10.60 10.80 11.00
43 m/z 41.00 27 .57%
71
5000 a5
29 9
Wl ] 118127141155169182 106210 240 | |°
T T T T e e e e e e e M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 1060 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102679.D

Aca On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample - J1385-01

Misc :

ALS Vial : 22 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 6 Hexanedioic acid, bis(l-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.03 ng 81429 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(l-methvlpr... 258 C14H2604 038447-22-2 55
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 53
3 Adipic acid. butvl cvcloheptvl e... 298 C17H3004 1000324-71-6 27
4 Methanimidamide. N"-(2.3-dihvdro... 258 C14H18N40 105949-64-2 27
5 Adipic acid, isobutyl 3-pentyl e... 272 C15H2804 1000324-60-4 27
Abundance Scan 1791 (12.622 min): BF102679.D (-1788) (-) m/z 56.05 100.00%
6
129 185
5000 4
73
g5 111 157 213 239%%7 12,40 12.60 12.80 13.00
m/z 185.10 70.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108926: Hexanedioic acid, bis(1-methylpropyl) ester
129
5000
12.40 12.60 12.80 13.00
111 185 m/z 129.00 70.45%
T Mmoo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
" 12.40 12,60 12.80 13.00
5000 m/z 57.10 67 .98%
29 3 257
101 1 5 o185 213 239 283 312
WWWWWWWWWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #142804: Adipic acid, butyl cyclohepty! ester BEEmEEEs
129 12.40 12.60 12.80 13.00
185 m/z 43.00 48.48%
5000
55 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102679.D

Aca On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample - J1385-01

Misc :

ALS Vial : 22 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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.70 8.38 ng 336061 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1974 (13.698 min): BF102679.D (-1970) (-) m/z 57.05 100.00%

57 83

5000

:

13.40 13.60 13.80 14.00
m/z 43.05 92.79%

139 168 196214 238 265282 302

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

%

5000 LIS L L L L L L L L LB
13.40 13.60 13.80 14.00
29 m/z 83.05 86.69%
LoL gl 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
et s S A A
13.40 13.60 13.80 14.00
5000 11 m/z 55.00 84.36%
29 139

167 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

-

Abundance #186968: n-Tetracosanol-1 T
83 13.40 13.60 13.80 14.00
m/z 97.10 78.94%
h ‘ ‘ 167 195 222 250 280 308 336
”w””“”.”” - el B LA B
m/z--> 20 40 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:\HPCHEMI1\BNA_F\DATA\BF013118\
Data File : BF102679.D

Acq On : 1 Feb 2018 2:23

Operator : SJ/JU

Sample - J1385-01

Misc :

ALS Vial : 22 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 5.4 ng 233871 1 6.71 872786 20.0
unknown6 .49 6.49 76.8 ng 3349480 1 6.71 872786 20.0
Heptadecane 10.16 2.4 ng 112744 3 9.75 960664 20.0
Pentadecane 10.63 2.8 ng 108344 4 11.23 783030 20.0
Hexanedioic acid, ... 12.62 2.0 ng 81429 5 13.87 801595 20.0
1-Heneicosanol 13.70 8.4 ng 336061 5 13.87 801595 20.0

8270-BF012218_.M Thu Feb 01 13:29:28 2018 Page: 9



