LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On = 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF071219.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 2.151 5 11 29 rvB 549866 724740 21.26% 2.452%
2 5.087 507 510 520 rVB 30254 39256 1.15% 0.133%
3 5.492 575 579 599 rBVY 2054758 2036153 59.72% 6.889%
4 6.498 745 750 770 rBY 2242944 2205018 64.68% 7.461%
5 6.639 770 774 777 rBV 2561392 2226400 65.30% 7.533%
6 6.869 809 813 817 rBV 967979 772905 22.67% 2.615%
7 7.028 836 840 843 rBVY 2128570 1827040 53.59% 6.182%
8 7.428 903 908 920 rBVY 1443958 1417872 41.59% 4_.797%
9 8.151 1027 1031 1052 rBV 1005487 1004601 29.47% 3.399%
10 9.222 1209 1213 1229 rBv 2795072 2845289 83.46% 9.627%

11 9.339 1230 1233 1248 rVB 99239 117078 3.43% 0.396%
12 9.616 1276 1280 1293 rBV 546185 509981 14.96% 1.725%
13 9.904 1325 1329 1352 rVB 1367059 1244158 36.49% 4_.210%
14 10.692 1459 1463 1480 rBV 1731109 1814899 53.23% 6.141%
15 11.386 1578 1581 1589 rBV 1332010 1346188 39.49% 4 _555%

16 11.639 1618 1624 1647 rBV3 105624 490170 14.38% 1.658%
17 11.916 1667 1671 1682 rBV2 163870 213182 6.25% 0.721%
18 12.474 1758 1766 1782 rBV2 90446 285475 8.37% 0.966%

19 12.627 1790 1792 1796 rVB 41297 41071 1.20% 0.139%
20 12.698 1801 1804 1811 rBVZ2 51525 80501 2.36% 0.272%
21 12.845 1822 1829 1832 rBV2 45735 59412 1.74% 0.201%
22 12.974 1846 1851 1854 rBV 3638758 3409309 100.00% 11.535%
23 13.204 1886 1890 1892 rBV 54530 47602 1.40% 0.161%
24 13.545 1943 1948 1951 rBV2 38190 36137 1.06% 0.122%
25 13.868 2000 2003 2005 rBV 47531 50058 1.47% 0.169%

26 13.909 2005 2010 2024 rVV3 109084 423832 12.43% 1.434%
27 14.027 2026 2030 2041 rVB 1301137 1303981 38.25% 4.412%

28 14.186 2053 2057 2065 rBV 115244 97829 2.87% 0.331%
29 14.492 2105 2109 2113 rBV 194702 177390 5.20% 0.600%
30 14.580 2115 2124 2132 rBV10 14578 54911 1.61% 0.186%

31 14.798 2154 2161 2165 rBV 286416 294325 8.63% 0.996%
32 15.133 2214 2218 2224 rBV 314250 335630 9.84% 1.136%
33 15.498 2274 2280 2294 rBV2 820737 1454531 42.66% 4.921%
34 15.951 2352 2357 2367 rVB 202543 301887 8.85% 1.021%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On = 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.456 2437 2443 2450 rBV 106346 188060 5.52% 0.636%

36 17.045 2538 2543 2551 rVB2 37735 78781 2.31% 0.267%

Sum of corrected areas: 29555652
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115769.D
3500000

3000000
6.64

6.50
5.49 7,03

2500000
2000000

1500000 7.43

1000000 6.87

2.15
500000

0 | i

T
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: BF115769.D
3500000 1297

3000000 9.22

2500000

2000000
10.69

1500000 9.90 11.39

1000000 8.15

9.62
500000

b@ L 1164 1192 1247287p84| 1320

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115769.D

3500000

3000000
2500000
2000000
1500000 14.03

1000000 15.50

500000
449 14.80 15.13 15.95

1
1354 1839} 1419 Thasg | L A 16.46 17.04
I

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 18.75 ng 724740 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 11 (2.151 min): BF115769.D (-5) (-) m/z 73.00 100.00%
g} A
5000
43
55 87
37 | 7 2.20 2.30 2.40 2.50 2.60
Ot ot b e S e M7z 43.00  34.03%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
<}
5000 R A R U UL U
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.00 24 .96%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.37%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- ‘L—V_!—V‘
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.08%
5000
45
29
o 39 | 55 g7 101 A
m/z--> 20 3'0 40 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60

8270-BF071219.M Fri Jul 26 15:37:18 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.64 Concentration Rank 1

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

6.64 57.61 ng 2226400 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 774 (6.639 min): BF115769.D (-770) (-) m/z 132.00 100.00%
5000 68
40 % J " 640 6.60 6.80 7.00
54 : : : :
o qrev lasus o "m/z 68.00 40.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.95%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 65.95 26.80%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N BEREERaEEs e
57 132 6.40 6.60 6.80 7.00
24 m/z 68.95 16.11%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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-Heptadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.64 7.28 ng 490170 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 1624 (11.639 min): BF115769.D (-1618) (-) m/z 55.00 100.00%
55 69 83

5000

11.40 11.60 11.80 12.00
m/z 69.00 89.24%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107662: n-Heptadecanol-1

5000
11.40 11.60 11.80 12.00

125 m/z 83.00 85.02%
139 154168182 196210 238

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104186: 5-Octadecene, (E)-
55
4 69 83 11.40 11.60 11.80 12.00
5000 97 m/z 42.95 83.63%

111
2
o J RN | 13°139154168181105 204 252
R R R L e SRR R e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95985: 1-Hexadecanol

3 g 1140 1160 11.80 12.00
83 m/z 56.95 79.09%
97
5000 0
29 111
0 h‘mmmmm 224
S| . . S Moo L BN e B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 1140 1160 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.17 ng 213182 Phenanthrene-d10 11.39
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 1672 (11.921 min): BF115769.D (-1667) (-) m/z 73.00 100.00%
43 60 73
5000 129 k\\—
97 213
115 UL PR SUARUS RO DU
14327185 00 | 507 256 1160 1180 12.00 12.20
0 m/z 60.00 85.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 SR T SR UL DU
11.60 11.80 12.00 12.20
m/z 43.00 83.50%
TJJ 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11'60 11.80 12.00 12.20
5000 - 129 m/z 57.00 74 .96%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R B
43 60 73 11.60 11.80 12.00 12.20
m/z 40.95 66.81%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'LJN" RIS SRR B
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Isobutyl tetradecyl carbonate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.47 4.24 ng 285475 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 87
2 1-Docosene 308 C22H44 001599-67-3 76
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 74
4 17-Pentatriacontene 491 C35H70 006971-40-0 74
5 1-Hexacosanol 382 C26H540 000506-52-5 72

Abundance Scan 1765 (12.468 min): BF115769.D (-1758) (-) m/z 57.00 100.00%
7 83
4
5000 11
131 SR UAALSR SUNRILE UL SR
12.20 12.40 12.60 12.80
o} m/z 43.00 99.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156543: Isobutyl tetradecy! carbonate

5000 LA L L L L L LB
a1 12 20 12. 40 12. 60 12. 80
m/z 55.00 85.24%
o 25 127 153168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene

55

97 12.20 12.40 12.60 12.80
5000 m/z 83.00 83.28%

29
125
14 | || 153168
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #72869: 2-Ethyl-1-dodecanol T
57 12 20 12. 40 12. 60 12. 80

m/z 69.00 78 .58%

e

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

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 5
R.T. EstConc Area Relative to ISTD R.T.

13.91 6.50 ng 423832 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 87
4 Cvclotetradecane 196 C14H28 000295-17-0 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 2010 (13.909 min): BF115769.D (-2005) (-) m/z 83.05 100.00%

5000

13.60 13.80 14.00 14.20
m/z 69.00 85.70%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
56 83

:

13!60 13.I8O 14.IOO 14!20
m/z 55.00 83.99%

5000

29

o 167182 210 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
83

:

13.60 13.80 14.00 14.20
m/z 43.00 82.27%

5000
29 139 oo
o 182 210 238 264280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107662: n-Heptadecanol-1 I B B AR R
55 83 13.60 13.80 14.00 14.20
m/z 97.05 80.41%
B Q’b\/—]\/\J\,ﬁ
182 210 238
o S e i

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 8 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.72 ng 177390 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2109 (14.492 min): BF115769.D (-2105) (-) m/z 57.00 100.00%
g7
85
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—vj—v—v—v—v—
113 14.20 14.40 14.60 14.80
141 169
ol .|,'.-l. .U|, e M m/z 71.05 75.06%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.20 14.40 14.60 14.80
m/z 43.00 59.00%
29 113
oLl I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
' 14.20 14.40 14.60 14.80
5000 85 m/z 85.05 55.08%
113
N L LT 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 14.20 14.40 14.60 14.80
m/z 41.00 22 .51%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 ' 14.'20 14.'40 14.|60 14.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.80 4_.05 ng 294325 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2161 (14.798 min): BF115769.D (-2154) (-) m/z 57.00 100.00%
57
85
5000
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
141 169 14.40 14.60 14.80 15.00 15.20
ol l| ||.| Lo 9T es 26 . m/z 71.05 75.34%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85
14.40 14.60 14.80 15.00 15.20
m/z 43.00 61.83%
29 113 14
oL i j N 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance #194493: Hexacosane
57
1440 1460 1480 15.00 15.20
5000 85 m/z 85.05 55.89%
. 29 j | | “113 141 169 197 225 253 295 323 367
m/z--> 50 100 1éo 200 250 300 350
Abundance #141426: Heneicosane P T T
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 22 _45%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1&'30 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 10 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.13 4.61 ng 335630 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2218 (15.133 min): BF115769.D (-2214) (-) m/z 57.00 100.00%
57
85
5000
3 ]113 141 169 197 225 253 281 14.80 15.00 15.20 15.40
o3t A, |*|.-l 197 25 283 281 m/z 71.05 77.00%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.80 15.00 15.20 15.40
m/z 43.00 63.30%
29 113 141
ol LA LA |77 1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.00 55.99%
oL 38 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 22.07%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1éo 2(')0 251;0 3(')0 3&1;0 14|80 15. oo 15 20 15'40 '

8270-BF071219.M Fri Jul 26 15:37:22 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115769.D

Aca On : 25 Jul 2019 20:27

Operator : HP/JU

Sample = K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 12 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.59 ng 188060 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
Abundance Scan 2444 (16.462 min): BF115769.D (-2437) (-) m/z 57.00 100.00%
57
85
5000
HURR SRR BN SUNURN B
oJ,“|| L e et m/z 71.00 78.01%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 L UM B SULRR I
16,20 16.40 16.60 16.80
29 m/z 85.05 59.08%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.00 57.27%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane B AR mam e L
57 16.20 16.40 16.60 16.80
m/z 55.00 22 .40%
85
- LNMJ\WM/
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072519\
Data File : BF115769.D

Acq On = 25 Jul 2019 20:27

Operator : HP/JU

Sample - K3990-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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]
Butane, 2-methoxy... 2.15 18.8 ng 724740 1 6.87 772905 20.0
unknown6 .64 6.64 57.6 ng 2226400 1 6.87 772905 20.0
n-Heptadecanol-1 11.64 7.3 ng 490170 4 11.39 1346190 20.0
n-Hexadecanoic acid 11.92 3.2 ng 213182 4 11.39 1346190 20.0
Isobutyl tetradec... 12.47 4.2 ng 285475 4 11.39 1346190 20.0
1-Heneicosanol 13.91 6.5 ng 423832 5 14.03 1303980 20.0
Heneicosane 14.49 2.7 ng 177390 5 14.03 1303980 20.0
Heptacosane 14.80 4.0 ng 294325 6 15.50 1454530 20.0
Hexacosane 15.13 4.6 ng 335630 6 15.50 1454530 20.0
Octacosane 16.46 2.6 ng 188060 6 15.50 1454530 20.0
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