LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105080.D

Aca On : 3 May 2018 18:43 Instrument :
Operator : JU/SJ BNA_F

Sample  : J2665-05 el
Misc i ES-RT-2655

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-BF040618.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 4.992 489 494 510 rBV 117766 212481 7.93% 0.914%
2 5.404 561 564 593 rBVY 1444845 2122832 79.20% 9.129%
3 6.434 735 739 756 rBVY 1688500 2166587 80.83% 9.317%
4 6.557 756 760 781 rVB 2137206 2313162 86.30% 9.947%
5 6.781 794 798 808 rBV 556997 587761 21.93% 2.528%
6 6.933 820 824 843 rBVY 1847171 1781242 66.46% 7.660%
7 7.351 891 895 913 rBVY 1293454 1409887 52.60% 6.063%
8 8.063 1013 1016 1034 rBV 783929 861088 32.13% 3.703%
9 9.139 1195 1199 1209 rBvV 2920502 2680369 100.00% 11.527%
10 9.539 1261 1267 1274 rBV 202514 232011 8.66% 0.998%
11 9.739 1298 1301 1305 rVB 60957 46111 1.72% 0.198%
12 9.822 1311 1315 1328 rVB 996087 1006815 37.56% 4 .330%
13 10.239 1383 1386 1389 rVB 97506 73769 2.75% 0.317%
14 10.457 1418 1423 1426 rBvV3 32515 41403 1.54% 0.178%
15 10.616 1446 1450 1460 rBY 1720431 1760467 65.68% 7.571%
16 10.710 1463 1466 1472 rBvV 85148 98253 3.67% 0.423%
17 11.163 1540 1543 1545 rBvV 41338 40599 1.51% 0.175%
18 11.186 1545 1547 1554 rVB2 36260 45890 1.71% 0.197%

19 11.310 1564 1568 1578 rBV 1030662 1065172 39.74% 4_.581%
20 11.833 1653 1657 1671 rBV 422443 455887 17.01% 1.960%

21 12.533 1773 1776 1784 rVB 64428 79759 2.98% 0.343%
22 12.615 1787 1790 1796 rBV 100194 109778 4._.10% 0.472%
23 12.739 1809 1811 1813 rBV3 31889 29918 1.12% 0.129%
24 12.763 1813 1815 1817 rVB 43188 34556 1.29% 0.149%

25 12.904 1834 1839 1842 rBV 2353151 2376537 88.66% 10.220%

26 13.815 1989 1994 2005 rBV3 76679 120137 4.48% 0.517%
27 13.998 2020 2025 2036 rBV 694944 758558 28.30% 3.262%
28 14.086 2036 2040 2045 rVB 84696 80321 3.00% 0.345%
29 14.815 2161 2164 2171 rBV3 36141 50995 1.90% 0.219%
30 15.539 2282 2287 2298 rBV 428964 611461 22.81% 2.630%

Sum of corrected areas: 23253806
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105080.D

Aca On : 3 May 2018 18:43

Operator : JU/SJ

ﬁ?ggle ; J2665-05 BNk
ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040618.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: BF105080.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105080.D

Aca On : 3 May 2018 18:43

Operator : JU/SJ

a?ggle ; J2665-05 e
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

4.99 7.23 ng 212481 1,4-Dichlorobenzene-d4 6.78
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 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (4.992 min): BF105080.D (-489) (-) m/z 43.00 100.00%
43
59
5000
101 SNSRI 1. PSS
460 4.80 5.00 520 5.40
83
o IR ) NS <SS N m/z 59.00 65.66%
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 59
460 4.80 5.00 520 5.40
m/z 101.00 25.35%
31 83 g3 101
0'“l“'WH“ﬁ““ﬁ““'v”'v'”v'“lﬁ“l““”““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 540
5000 m/z 58.00 15.28%
101
15 58
0 28 69 84
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
59 460 4.80 5.00 520 5.40
m/z 41.00 10.07%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105080.D

Aca On : 3 May 2018 18:43

Operator : JU/SJ

a?ggle ; J2665-05 e
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.56 Concentration Rank 1

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

6.56 78.71 ng 2313160 1,4-Dichlorobenzene-d4 6.78
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 761 (6.563 min): BF105080.D (-756) (-) m/z 132.00 100.00%
5000
68
0 % 620 6.40 6.60 6.80
4 54 75 104 . . . .
o....,....;-:..4.8,....,6.2.1.|,..'..,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00  33.42%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS R
6.20 6.40 6.60 6.80
2 78 m/z 68.05 32.74%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 20.55%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.20 6.40 6.60 6.80
m/z 96.00 13.72%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
0 S S S S AR Y 620 640 6.60 680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105080.D

Aca On : 3 May 2018 18:43

Operator : JU/SJ

a?ggle ; J2665-05 e
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.83 8.56 ng 455887 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1656 (11.827 min): BF105080.D (-1653) (-) m/z 73.00 100.00%

60 73 r
43
5000 129
9 115 213
143157171185, 99 ° 507 256 11.60 11.80 12.00 12.20
(o} m/z 60.00 85.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20

m/z 43.05 77.68%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e e
11.60 11.80 12.00 12.20
5000 m/z 57.10 68.26%
29
129
87 115 171 214
o 101 143157 | 1854
R AR B e R Ra o R AR = a e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid O BB S PR
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 65.66%
5000 129
29
199
143 157171185 242
oL 15
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:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105080.D

Aca On : 3 May 2018 18:43

Operator : JU/SJ

a?ggle ; J2665-05 e
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.06 ng 109778 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1791 (12.621 min): BF105080.D (-1787) (-) m/z 73.00 100.00%
73
43 5
129
5000
12.40 12.60 12.80 13.00
01 m/z 60.00 82.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 LR BN U U
12.40 12.60 12.80 13.00
m/z 57.00 76.27%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.'40 12.|60 12.|80 13.'00
5000 129 m/z 43.00 73.41%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid RS EmmEs o L
73 12.40 12.60 12.80 13.00
43 m/z 41.05 60.06%
5
5000 129
185 228
01115 | 143,c5171
OI ...... T H‘ “.‘..‘..?-.57.....‘..]:99..2?-.3.l‘......|....|... .
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105080.D

Aca On : 3 May 2018 18:43

Operator : JU/SJ

Sample : J2665-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Heptacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.82 3.17 ng 120137 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93

Abundance Scan 1995 (13.821 min): BF105080.D (-1989) (-) m/z 57.05 100.00%
57
83
5000 111
} l 1139 168 200234 1360 13.80 14.00 14.20
ok~ w8 'm/z 55.00 81.30%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 LRI SRR B SULBUL I
m 13.60 13.80 14.00 14.20
m/z 83.00 78 .25%
ot i, ‘ h ‘m i 4‘ ;i ‘.181 209 236 264 292 320 350 378
m/z--> 50 200 250 300 350
Abundance
55 83
1360 13.80 14.00 14.20
5000 11 m/z 97.05 76.08%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e
8 13.60 13.80 14.00 14.20
m/z 43.00 70.33%
5000 1
29 139
ol ‘ | ” I “L | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105080.D

Aca On : 3 May 2018 18:43

Operator : JU/SJ

a?ggle ; J2665-05 e
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Erucic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.09 2.12 ng 80321 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 74
2 n-Pentadecanol 228 C15H320 000629-76-5 64
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 64
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 62
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35CI02 052132-58-8 59
Abundance Scan 2041 (14.092 min): BF105080.D (-2036) (-) m/z 55.05 100.00%
g5
97
5000

281 338 13.80 14.00 14.20 14.40
Olrrrprrro i m/z 69.00 62.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175490: Erucic acid
55
83
5000 LA L L L L LB
13.80 14.00 14.20 14.40
29 181 m/z 41.00 59.46%
320
ol MM 207 236 263 201 "33
RRRRRRES Laas nray
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R N REEE S R
13.80 14.00 14.20 14.40
5000 11 m/z 97.05 56.49%
29

140 182 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152719: Tetradecyl trifluoroacetate L A ARARS
a3 13.80 14.00 14.20 14.40

m/z 83.00  48.55%

5000

140 168 196 555241

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050318\

Data File : BF105080.D

Acq On : 3 May 2018 18:43

Operator : JU/SJ

a?ggle ; J2665-05 e
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 4.99 7.2 ng 212481 1 6.78 587761 20.0
unknown6 .56 6.56 78.7 ng 2313160 1 6.78 587761 20.0
n-Hexadecanoic acid 11.83 8.6 ng 455887 4 11.31 1065170 20.0
Octadecanoic acid 12.62 2.1 ng 109778 4 11.31 1065170 20.0
1-Heptacosanol 13.82 3.2 ng 120137 5 14.00 758558 20.0
Erucic acid 14.09 2.1 ng 80321 5 14.00 758558 20.0
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