LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 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 5.010 493 497 511 rBV 60285 119234 3.81% 0.481%
2 5.410 561 565 598 rBVY 2072452 2878677 91.98% 11.601%
3 6.440 735 740 756 rBVY 2109683 2855150 91.22% 11.506%
4 6.557 756 760 780 rVB 2744518 2974756 95.05% 11.988%
5 6.781 794 798 807 rBV 602636 607092 19.40% 2.447%
6 6.934 820 824 844 rBVY 2257656 2352622 75.17% 9.481%
7 7.351 890 895 912 rBVY 1507371 1780151 56.88% 7.174%
8 8.063 1013 1016 1039 rBV 761883 805596 25.74% 3.247%
9 9.145 1195 1200 1209 rBvY 3037505 3129833 100.00% 12.613%
10 9.539 1263 1267 1274 rBV 253638 252210 8.06% 1.016%
11 9.739 1298 1301 1304 rBV 51369 39983 1.28% 0.161%
12 9.822 1311 1315 1324 rBV 871891 793508 25.35% 3.198%
13 10.239 1383 1386 1389 rVB 77024 54450 1.74% 0.219%
14 10.616 1446 1450 1461 rBV 1484969 1576338 50.36% 6.353%
15 10.710 1464 1466 1472 rVB 53064 58035 1.85% 0.234%

16 11.310 1565 1568 1577 rBV 632899 637647 20.37% 2.570%
17 11.839 1654 1658 1668 rBV 342491 371170 11.86% 1.496%
18 12.622 1787 1791 1798 rBV 95932 111550 3.56% 0.450%
19 12.904 1834 1839 1843 rBV 2253489 2132076 68.12% 8.592%
20 13.827 1993 1996 2007 rBVZ2 78439 122993 3.93% 0.496%

21 14.016 2024 2028 2038 rBV 443629 506602 16.19% 2.042%
22 14.104 2039 2043 2047 rBV 71339 70499 2.25% 0.284%
23 14.851 2167 2170 2176 rBV6 25056 40854 1.31% 0.165%
24 14.933 2181 2184 2189 rVB 93264 102622 3.28% 0.414%
25 15.574 2288 2293 2305 rBV 294481 439853 14.05% 1.773%

Sum of corrected areas: 24813501
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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\BF050318\

BF105091.D

3 May 2018 23:40

JussJ

J2709-01

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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14.02
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.01 3.93 ng 119234 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-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 497 (5.010 min): BF105091.D (-493) (-) m/z 43.00 100.00%
a3
59
5000
101 N
| 83 4.60 4.80 500 520 5.40
| MNP OTF | NE N I — m/z 59.00 67.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI LA AL LA
59 460 480 500 520 5.40
m/z 101.00 27 .17%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
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 17.45%
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 e A REREE BRI R L
59 4.60 4.80 500 520 5.40

m/z 41.10 11.17%

5000 41

68
1 s0 1) 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.56 Concentration Rank 1

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

6.56 98.00 ng 2974760 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 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 760 (6.557 min): BF105091.D (-756) (-) m/z 132.00 100.00%
5000 68
0 s | 9 J 550 6d0 660 6Bo
b M 77 e7 [ agsus o 5/7 68.05  38.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR U SN
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.99%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.57%
41 97
53 117

79

0 88 106
LA B o e e o o ) L o o e e I B S AN B o
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl

132

57 6.20 6.40 6.60 6.80
24 m/z 69.05 15.76%
5000 98 116
oo b g s s
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.84 11.64 ng 371170 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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1658 (11.839 min): BF105091.D (-1654) (-) m/z 73.00 100.00%
73
43 60
5000 129
213 S
143107171185 00 | 57 256 11.60 11.80 12.00 12.20
(o} m/z 60.00 76.82%
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 69.04%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073 -
11!60 11)80 12)00 12!20
5000 29 m/z 57.10 59.39%
129
87 115 171 214
o 101 143157 | 1854
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 54 _.39%
5000 129
29
199
143157171185 242
015 PR T T T
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 : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.62 3.50 ng 111550 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 35
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35
Abundance Scan 1791 (12.622 min): BF105091.D (-1787) (-) m/z 72.95 100.00%
43 57 7B
129
5000
12.40 12.60 12.80 13.00
(o} m/z 43.05 88.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
5000 129 DA BN BRI SRR B
12.40 12.60 12.80 13.00
m/z 60.00 87.12%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
12.40 12.60 12.80 13.00
5000 129 m/z 57.00 86.33%
29 87
115 | 143 199 242
101 185
15 157171 213597
mmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R e B BAE mamas w !
43 60 12.40 12.60 12.80 13.00
m/z 54.95 70.07%
5000
143157171185199213
(o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12h0 1260 12%0 1350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 6 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.86 ng 122993 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Octacosanol 410 C28H580 000557-61-9 90
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 1996 (13.827 min): BF105091.D (-1993) (-) m/z 57.05 100.00%
a7
5000 111
189 o 1360 13.80 14.00 14.20
o by | m/z 43.05 98.04%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 UL BRI SO B B
125 13.60 13.80 14.00 14.20
m/z 83.05 93.29%
L 2L L1011 509 296 oma 200 a0 350 318
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
1360 13.80 14.00 14.20
5000 11 m/z 55.00 90.79%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester R AEEmEEES L
4 13.60 13.80 14.00 14.20
69 m/z 97.05 86 .80%
97
5000
125
o I J \LH ‘L J\1$3 196 224
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 : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 7 Erucic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.10 2.78 ng 70499 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 83
2 1-Octadecanol 270 C18H380 000112-92-5 70
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 62
4 1-Hexadecanol 242 C16H340 036653-82-4 62
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 62

Abundance Scan 2042 (14.098 min): BF105091.D (-2039) (-) m/z 55.00 100.00%

g5
5000 83

153171189207 13.80 14.00 14.20 14.40

o S m/z 69.05 54.92%
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 LI I B N B B §

13.80 14.00 14.20 14.40
m/z 83.00 51.84%

ol 207 236 263 291 320338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 83
R REEEE T e
13.80 14.00 14.20 14.40
5000 11 m/z 41.05 51.11%
139
oL 18 66 168 196 224 2°2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #159657: Acetic acid, chloro-, hexadecy! ester R R B
43 8 13.80 14.00 14.20 14.40

m/z 97.05 46.58%

5000

51 139 196 222
OLrrrprrrriiidiell e 239 209 e —

T I T 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105091.D

Aca On : 3 May 2018 23:40

Operator : JU/SJ

Sample : J2709-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 8 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.93 4_.67 ng 102622 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Saualene 410 C30H50 000111-02-4 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 72
Abundance Scan 2183 (14.927 min): BF105091.D (-2181) (-) m/z 69.10 100.00%
69
5000 _V.WM,,”VNAJAu~,~,d-hﬂww
T % 121 14160 1480 15,00 1520
149 179 206 231 328 : : . .
Ol o oy £l 28 o m/z 81.00  48.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L PR SR UL SULRE
14.60 14.80 15.00 15.20
41 o 137 m/z 41.00 23.65%
o w b p 1 337 ] 163 191 217 245 273 299 341 367 410
L TT T L L LN LN UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 14,80 15.00 15,20
5000 m/z 95.00 11.53%
41
95 137
0 117 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R a R mamEE L
69 14.60 14.80 15.00 15.20
m/z 121.00 10.41%
5000
41
95 137
oL L, J luws  Ses e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050318\
Data File : BF105091.D

Acq On : 3 May 2018 23:40

Operator : JU/SJ

Sample - J2709-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._M
Quant Title : 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... 5.01 3.9 ng 119234 1 6.78 607092 20.0
unknown6 .56 6.56 98.0 ng 2974760 1 6.78 607092 20.0
n-Hexadecanoic acid 11.84 11.6 ng 371170 4 11.31 637647 20.0
Octadecanoic acid 12.62 3.5 ng 111550 4 11.31 637647 20.0
1-Heptacosanol 13.83 4.9 ng 122993 5 14.02 506602 20.0
Erucic acid 14.10 2.8 ng 70499 5 14.02 506602 20.0
Supraene 14.93 4.7 ng 102622 6 15.57 439853 20.0
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