LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 height area % max. total
1 3.669 261 269 276 rVB 18780 27770 1.26% 0.178%
2 5.334 548 552 569 rvB 210851 253117 11.45% 1.619%
3 6.363 724 727 741 rBVY 250799 310213 14.04% 1.984%
4 6.493 746 749 757 rvV 338005 304744 13.79% 1.949%
5 6.722 784 788 797 rBV 1044988 887614 40.17% 5.676%
6 6.875 811 814 825 rBV 263745 250321 11.33% 1.601%
7 7.281 874 883 890 rBv 157015 193388 8.75% 1.237%
8 8.004 1002 1006 1014 rBV 1243120 1150002 52.04% 7.354%
9 8.610 1105 1109 1112 rBV 25544 30375 1.37% 0.194%
10 9.081 1185 1189 1201 rBVY 332702 356646 16.14% 2.281%
11 9.169 1201 1204 1210 rBvV 48512 44900 2.03% 0.287%
12 9.475 1253 1256 1258 rBV 34220 40073 1.81% 0.256%
13 9.698 1291 1294 1298 rBV 64030 52695 2.38% 0.337%
14 9.757 1300 1304 1314 rVB 1239708 1189862 53.85% 7.609%
15 10.192 1375 1378 1381 rBV 80379 66098 2.99% 0.423%
16 10.416 1409 1416 1419 rBV 38351 48321 2.19% 0.309%

17 10.539 1433 1437 1446 rBvV 192103 223167 10.10% 1.427%
18 10.663 1455 1458 1466 rBV 95517 122651 5.55% 0.784%
19 11.116 1532 1535 1537 rBV 81596 78357 3.55% 0.501%
20 11.145 1537 1540 1545 rVB2 36810 40230 1.82% 0.257%

21 11.233 1551 1555 1563 rBV 1227748 1126902 51.00% 7.207%
22 11.539 1604 1607 1609 rBV 83685 69800 3.16% 0.446%
23 11.633 1620 1623 1627 rBV 1112872 944287 42.73% 6.039%
24 11.769 1643 1646 1655 rBV 99038 111629 5.05% 0.714%
25 11.945 1668 1676 1679 rBV 75416 95892 4._.34% 0.613%

26 12.322 1736 1740 1741 rBV 2353790 2209708 100.00% 14.131%
27 12.339 1741 1743 1746 rVB 2367957 1912473 86.55% 12.230%
28 12.422 1754 1757 1761 rBV 412324 393721 17.82% 2.518%

29 12.474 1761 1766 1769 rBvV4 49086 73661 3.33% 0.471%
30 12.551 1777 1779 1785 rBV5 35121 42095 1.91% 0.269%
31 12.657 1795 1797 1802 rVV2 80506 81450 3.69% 0.521%
32 12.698 1802 1804 1808 rVB 59087 51745 2.34% 0.331%
33 12.816 1820 1824 1828 rBV 307933 311751 14.11% 1.994%
34 12.980 1849 1852 1854 rBV2 48934 46794 2.12% 0.299%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.004 1854 1856 1862 rVV6 56327 87264 3.95% 0.558%
36 13.057 1862 1865 1870 rVvv4 72982 99630 4_.51% 0.637%
37 13.145 1878 1880 1884 rBV 47599 41049 1.86% 0.263%
38 13.398 1920 1923 1925 rBV 57475 48391 2.19% 0.309%
39 13.721 1976 1978 1981 rBV 49304 40333 1.83% 0.258%
40 13.816 1991 1994 1998 rBV3 35358 37209 1.68% 0.238%
41 13.863 1998 2002 2009 rBVY 995955 971319 43.96% 6.212%
42 14.039 2029 2032 2038 rVB 77258 75243 3.41% 0.481%
43 14.345 2081 2084 2088 rBVY 77592 95206 4_.31% 0.609%
44 14.639 2131 2134 2136 rBVY 98564 94386 4.27% 0.604%

45 14.951 2185 2187 2192 rVB 114266 124590 5.64% 0.797%

46 15.274 2238 2242 2246 rBVY 599581 780094 35.30% 4._.989%

Sum of corrected areas: 15637166
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032119\
BF113209.D

21 Mar 2019 15:32

Ju/sJ

K1688-39 10X

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
= 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 unknown6.49 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.49 6.87 ng 304744 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

3 4-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 749 (6.493 min): BF113209.D (-746) (-) m/z 131.95 100.00%
5000 68
40 % J "ok 6 obo 6k
54 . . . .
o Lre s N~ m/z 68.00 38.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 34 .25%
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
57 132
74 620 640 6.60 6.80
5000 og 116 m/z 66.00 24.75%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132 6.20 6.40 6.60 6.80
m/z 68.95 15.06%
5000 104
39 52 g6 8
‘\“ \H\ ‘M ‘H 92 ‘ 117 |
L B L UL WL WL S L W T T T T T PR
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 3 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.18 ng 122651 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetracosane 338 C24H50 000646-31-1 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1458 (10.663 min): BF113209.D (-1455) (-) m/z 56.95 100.00%
g7
5000 85
3 113 141 169 10.40 10.60 10.80 11.00
o.”“”q”J.hwhdkdw””“”q”““”q“”.”.””.”.””“”q””“. m/z 43.00 71.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48835: Tridecane
57
5000 LN BN BN BULILE B
85 mmmmmmum
29 m/z 71.00 55.03%
0 ‘ I, \‘ m 113 141 184
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.00 37 .44%
29

113 141 169 197 225 253 281 309 338

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #129492: Eicosane e

57 10.40 10.60 10.80 11.00
m/z 40.95 32.20%

5000
85
29
ol L4l (13 141 169 197 225 253 282

N — N

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.63 16.76 ng 944287 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
Abundance Scan 1622 (11.627 min): BF113209.D (-1620) (-) m/z 74.00 100.00%
7h
87
5000 43
i 015129 ey gm0 20
O e ey || M7z 87.00 71.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 LRI I SR S S
43 11.40 11,60 11.80 12.00
7 143 m/z 43.00 38.04%
. TM ||| 101115129 | 157171185199213227 541 270
NN P P AR P P e P P
Abundance
74
—v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r
87 11.40 11.60 11.80 12.00
5000 43 m/z 54.95 28.71%
29 | 57 143
o 101115129 157171135199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester A BEBEaEEEE
74 11.40 11.60 11.80 12.00
m/z 40.95 27.81%
87
5000
43
29 7
bt e ) 1010351202157 171 1m5 1002025 298
TTTTIrT I rirryprror LI N —v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.32 39.22 ng 2209710 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1740 (12.322 min): BF113209.D (-1736) (-) m/z 67.00 100.00%

g7 81

5000

12.00 12.20 12.40 12.60
m/z 80.95  85.46%

. 13515016417819) 220934 263 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
6

12. OO 12. 20 12. 40 12 60

5000

294 m/z 55.00 65.14%
124 150164178 263
o 192 220234248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
81 T R
12.00 12.20 12.40 12.60
5000 m/z 94.95 58.53%
96
. 110 135149164175 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester MBI R

12.00 12.20 12.40 12.60
m/z 41.00 53.49%

L

223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12 60

41

5000

124 150164178
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.34 33.94 ng 1912470 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
3 9-Octadecenoic acid (Z2)-, methyl... 296 C19H3602 000112-62-9 94
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91

Abundance Scan 1743 (12.339 min): BF113209.D (-1741) (-) m/z 55.00 100.00%

5000

12.00 12.20 12.40 12.60
m/z 41.00 65.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

74

5000 LA LI L L L L L L
12.00 12.20 12.40 12.60
264 m/z 69.00 64.71%
o 138152 180 507222534 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 L IR L L L L L B |
12.00 12.20 12.40 12.60
5000 83 m/z 74.00 59.09%
29 98 264
123 222
. 138152 180 ) " Coae 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester A e RN
5 12.00 12.20 12.40 12.60
69 m/z 83.00 53.02%

5000

I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.42 6.99 ng 393721 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
Abundance Scan 1757 (12.422 min): BF113209.D (-1754) (-) m/z 74.00 100.00%
7
5000 43
9 ' 12:20 12.40 12,60 12.80
of m/z 87.00 74 _79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 LR RULAR UL BN AN
143 - 298 12.20 12.40 12.60 12.80
199 m/z 43.00 39.76%

o

43
2 M 89 | ‘ 115 17 227 ‘ 0
”.“K.ﬁ.uy..me“.”“J”H.m,”“,u”i”Jw“.4”.h%lw.”4”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74

12 20 12.40 12.60 12.80

5000 m/z 55.00 28.69%
43
59 143
o 1 101916 171 1994 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester R EEmNIEEE S Sy
74 12. 20 12. 40 12. 60 12. 80

m/z 41.00 24 .18%

5000
43
143 284
Gl \ ﬁg 97115 | 158 185 213 2?1256 {

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.06 2.05 ng 99630 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexacosane 366 C26H54 000630-01-3 74
3 Heptacosane 380 C27H56 000593-49-7 74
4 Heneicosane 296 C21H44 000629-94-7 72
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 1866 (13.063 min): BF113209.D (-1862) (-) m/z 57.00 100.00%

5000
2 192 217 249 12.80 13.00 13.20 13.40
0! m/z 43.00 70.70%
miz--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LIS L L L LB L B
12.80 13.00 13.20 13.40
m/z 55.00 63.05%
———r e e —————
miz--> 50 100 150 200 250 300 350
Abundance
57
e
12.80 13.00 13.20 13.40
5000 o m/z 71.00 51.95%
113
o 29 141 169 197 225 253 295 366
T T T T T T e T
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane e  RRRaE Bam s
57 12.80 13.00 13.20 13.40
m/z 40.95 47 .96%
5000 85
29 113 141
ol ) 1 | 169 197 225 253 281 309 337 380
....,... A e e
miz--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 9 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.42 ng 94386 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptacosane 380 C27H56 000593-49-7 80
3 Tetratetracontane 619 C44H90 007098-22-8 76
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 64
Abundance Scan 2134 (14.639 min): BF113209.D (-2131) (-) m/z 57.00 100.00%
57
5000
Jgg " 14/40 14.60 14.80 15.00
141 253 : : : :
o AL 24 gee21a 258 2oogozee s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175558: Tetracosane
57
5000 LI BN I BRI B
mmmmmmmm
m/z 43.00 51.33%
41
o hw.h.»\.d.%., 25207 SB e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
" 14.40 14.60 14.80 15.00
5000 m/z 85.00 47 .15%

99
26 141 183 225 267 323 380

M
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane b RRREE EE s
57 14.40 14.60 14.80 15.00
m/z 55.00 24 _.19%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14.80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 10 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.95 3.19 ng 124590 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2187 (14.951 min): BF113209.D (-2185) (-) m/z 57.00 100.00%
57
5000 85
113 14,60 14.80 15.00 15.20
141 172
ol LA LT Mt 172 211209258 283 321 352 384 | o POt NS
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 AN U AU B
14.60 14.80 15.00 15.20
113 m/z 43.00 66.19%
ol,35 LT 1 160 107 225 553 201 g9 398
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 49 .21%
29
o 113 141 169 197 295 268
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #209566: Octacosane B B .
57 14.60 14.80 15.00 15.20
m/z 55.00 25.53%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 14.|60 14.|80 15.'00 15.'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113209.D

Acq On : 21 Mar 2019 15:32

Operator : JU/SJ

Sample : K1688-39 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .49 6.49 6.9 ng 304744 1 6.72 887614 20.0
Tridecane 10.66 2.2 ng 122651 4 11.23 1126900 20.0
Hexadecanoic acid... 11.63 16.8 ng 944287 4 11.23 1126900 20.0
10,13-Octadecadie... 12.32 39.2 ng 2209710 4 11.23 1126900 20.0
16-Octadecenoic a... 12.34 33.9 ng 1912470 4 11.23 1126900 20.0
Methyl stearate 12.42 7.0 ng 393721 4 11.23 1126900 20.0
Heptadecane 13.06 2.0 ng 99630 5 13.86 971319 20.0
Tetracosane 14_64 2.4 ng 94386 6 15.27 780094 20.0
Nonadecane 14.95 3.2 ng 124590 6 15.27 780094 20.0
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