LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On - 25 Oct 2018 13:12 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5618-06 SSSJDH}gDHJS
isc :

ALS Vial : 6 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-BF102318.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 2.334 37 42 60 rvB 403590 606832 16.64% 1.730%
2 3.610 257 259 268 rBV 17218 37355 1.02% 0.106%
3 5.210 526 531 541 rVB 120933 158357 4.34% 0.451%
4 5.593 589 596 599 rBY 3225185 3068001 84.11% 8.746%
5 6.593 760 766 770 rBV2 2940724 3447641 94.52% 9.828%
6 6.734 786 790 794 rBVY 3171256 3256412 89.27% 9.283%
7 6.969 826 830 833 rBY 1036388 956567 26.22% 2.727%
8 7.122 852 856 859 rBY 2863200 2489405 68.25% 7 .096%
9 7.528 920 925 928 rBVY 2098824 2057875 56.42% 5.866%
10 8.251 1043 1048 1051 rBvY 1383876 1260781 34.56% 3.594%

11 9.322 1225 1230 1234 rBV 3760060 3647705 100.00% 10.398%
12 9.716 1293 1297 1302 rBV 388736 321959 8.83% 0.918%
13 10.010 1343 1347 1351 rBV 1685705 1400134 38.38% 3.991%
14 10.798 1477 1481 1485 rBV 2223538 2160702 59.23% 6.159%
15 11.498 1597 1600 1603 rBV 1425096 1335718 36.62% 3.808%

16 11.522 1603 1604 1608 rVB 94141 64609 1.77% 0.184%
17 12.010 1683 1687 1690 rBV 255671 239761 6.57% 0.683%
18 12.716 1804 1807 1813 rBV 127108 105345 2.89% 0.300%
19 12.792 1816 1820 1827 rBV5 28431 40894 1.12% 0.117%
20 12.945 1841 1846 1852 rVB 103329 118453 3.25% 0.338%

21 13.086 1866 1870 1873 rBV 3109465 2673366 73.29% 7.621%
22 13.557 1946 1950 1954 rBV 161047 232240 6.37% 0.662%
23 13.586 1954 1955 1960 rVvVv 77994 74747 2.05% 0.213%
24 13.633 1960 1963 1967 rVB2 38903 52844 1.45% 0.151%
25 13.969 2014 2020 2028 rBV2 207407 267665 7.34% 0.763%

26 14.145 2046 2050 2053 rBV 863935 815016 22.34% 2.323%
27 14.239 2063 2066 2071 rBV3 41800 62048 1.70% 0.177%
28 14.286 2071 2074 2080 rVB 108796 109358 3.00% 0.312%
29 14.592 2120 2126 2134 rBV 267230 321203 8.81% 0.916%
30 14.916 2175 2181 2187 rBV 415351 491551 13.48% 1.401%

31 15.216 2228 2232 2235 rBV 37310 56970 1.56% 0.162%
32 15.268 2235 2241 2245 rVV 519423 626237 17.17% 1.785%
33 15.539 2284 2287 2294 rVB3 41517 64989 1.78% 0.185%
34 15.604 2294 2298 2302 rBV 29116 39428 1.08% 0.112%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

3?22'6 i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 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\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.674 2303 2310 2322 rVV2 996897 1446011 39.64% 4.122%
36 16.133 2382 2388 2394 rBV 357730 551323 15.11% 1.572%

37 16.668 2473 2479 2488 rVB 158279 274151 7.52% 0.782%
38 17.304 2581 2587 2597 rVB2 61228 146120 4.01% 0.417%

Sum of corrected areas: 35079773
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Data Path :
Data File :
Aca On :
Operator : JU/SJ
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

J5618-06

LSC Report - Integrated Chromatogram

6 Sample Multiplier: 1

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
BF110157.D
25 Oct 2018 13:12

SSSI-1018-S-DH-15

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

3500000
3000000
2500000
2000000
1500000
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500000{ 233

TIC: BF110157.D
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11.50 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.33 12.69 ng 606832 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 41 (2.328 min): BF110157.D (-37) (-) m/z 73.05 100.00%
7B
5000 43
55 87

37 | 67 2 20 2.40 2.60
) AR X 1 IS U A IS m/z 43.05 43.70%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
B

5000 LA L L L B B I B B |
43 2 20 2.40 2.60
55 87 m/z 55.05 29.91%
29
Ll 35 I‘I | 67 11 80 |
O R e o ot MR- L b VL
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1995: Silane, tetramethyl-
3
O N o e o oy
2 20 2.40 2. 60
5000 m/z 87.10 26.24%
43
oL 2 15 % 3 || 535 e | 88
L L o o o o e o e B B R EmE s
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2051: 1,3-Dioxolane, 2-methyl- A

7. 2 20 2. 40 2. 60
m/z 41.00 13.18%

5000 43
58
29 8(
\

ot e e e e e e e e BB m e

m/z--> 0 10 20 30 40 50 60 70 80 90 2 20 2. 40 2. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.21 3.31 ng 158357 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Propanoic acid. 2-hvdroxy-2-meth... 132 C6H1203 000080-55-7 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 531 (5.210 min): BF110157.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101
53 83 | 480 5.00 520 5.40 5.60
o e e e m/z 59.10 55.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrrrTrrTrT T T T T
59 4.80 5.00 520 540 5.60
m/z 101.10 17.82%
15 31 101
0 25,7 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
50
480 500 520 540 5.60
5000 41 m/z 58.10 14 .87%
31
| [
0 "'I':'LS"I"*‘lI'""il""I?:?H"i""i""l""I'"9'8I""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e
43 480 5.00 520 5.40 5.60
m/z 41.00 8.29%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 3 unknown6.73 Concentration Rank 1

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

6.73 68.09 ng 3256410 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 789 (6.728 min): BF110157.D (-786) (-) m/z 132.00 100.00%
5000 68
USSR UL R
6.40 6.60 6.80 7.00
0 B E e m/z 68.05 43.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR SRS SRR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.36%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 28.38%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R REa e EEmanEEEEE B
132 6.40 6.60 6.80 7.00
o7 m/z 69.05 17.31%
5000 0
31 52
oLl 61| 8 | 106116 |
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\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.59 ng 239761 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1687 (12.010 min): BF110157.D (-1683) (-) m/z 73.00 100.00%
73
5000 129
7 213 R e R EEE RS ey
115 | 3157171185 0 7T, 256 1160 11.80 12.00 12.20 12.40
0 m/z 43.00 96.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 TIr T [ F T [T T Trr T[T
11.60 11.80 12.00 12.20 12.40
m/z 59.95 95.14Y%
| lITJJ 143157171185199213
Ol
m/z--> 25 Jo 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 12.40
5000 m/z 55.00 78.96%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid T T e
43 6078 11.60 11.80 12.00 12.20 12.40
m/z 57.10 77.14%
5000 129
29
oL15 L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11feo 11)80 12!00 12)20 12!40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\
Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

Sample : J5618-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.56 5.70 ng 232240 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 7-Nonenamide 155 C9H17NO 090949-53-4 83
3 Hexadecanamide 255 C16H33NO 000629-54-9 72
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 1951 (13.563 min): BF110157.D (-1946) (-) m/z 58.95 100.00%
50
5000
41
83 98 112126140,5, 13.20 13.40 13.60 13.80
184 221
ol 198 2128 m/z 72.00 60.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 SRR BN UM B
13.20 13.40 13.60 13.80
81 m/z 55.00 34.61%
) 2 OB 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28131: 7-Nonenamide
59
13.20 13.40 13.60 13.80
5000 m/z 41.10 31.59%
44
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide A e o
59 13.20 13.40 13.60 13.80
m/z 43.10 27 .46%
5000
43
o 29 10 86100114128142156170184198212226240255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2éo 280 13.20 13.40 13.60 13.80
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102518\

BF110157.D

25 Oct 2018 13:12

JussJ

J5618-06

6 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8

R.T. EstConc Area Relative to ISTD R.T.
13.97 6.57 ng 267665 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91

Abundance Scan 2020 (13.969 min): BF110157.D (-2014) (-) m/z 57.10 100.00%
57
83
5000
‘ 111
139 168 229 13.60 13.80 14.00 14.20
Y | p Ao eerer 29 | WM/z 43.05  88.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 AR A SRR UM B
13.60 13.80 14.00 14.20
29 m/z 55.00 70.71%
ol 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosy! trifluoroacetate
57
13.60 13.80 14.00 14.20
5000 m/z 83.05 62.39%
125
0 %?‘ ﬁ[ “153 181 210 238 264 294 322 367 418
m/z--> 50 150 200 250 300 350 400
Abundance #194196: Octadecy! trifluoroacetate L o S et L
57 13.60 13.80 14.00 14.20
97 m/z 69.05 55.20%
5000
- 125
0 1, 1154 182 224 252 297 348
m/z--> 50 100 1&1;0 200 250 3(')0 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.68 ng 109358 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2075 (14.292 min): BF110157.D (-2071) (-) m/z 57.10 100.00%
57
141 160 202 230 14. oo 14.20 14.40 14.60
o...|~,-..-'-lH-I e e 2 | m/z 43.05 68.89%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 R SRR AR B
14.00 14.20 14.40 14.60
m/z 71.05 59.11%
oL L g 1118141 160 107 295 254
m/z--> 50 100 1%0 200 2éo 300 350
Abundance #202662: Heptacosane
57
14.00 14.20 14.40 14.60
5000 m/z 85.10 41.17%
85
0 %9 I8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.00 14.20 14.40 14.60
m/z 55.00 18.57%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .59 7.88 ng 321203 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tricosane 324 C23H48 000638-67-5 95
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2126 (14.592 min): BF110157.D (-2120) (-) m/z 57.05 100.00%
57
5000 85
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
113 141 14.20 14.40 14.60 14.80 15.00
o b AT, 100 107 205 267 324 0 Cnjz 71.05  61.32%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 14.20 14.40 14.60 14.80 15.00

m/z 43.10 61.18%

oL d J L 41}3‘141 169 197 225 253 282
A b T

m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
EEAREEE SRS
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 44 . 44Y%
113 324
141 169 197 239 267
ol b b g p.n.%g?..t. ——r
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.10 21.96%
5000 85
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
L o e e e T e o B LA B B e e e e e e e R e  ERE R R
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 7
R.T. EstConc Area Relative to ISTD R.T.
14 .92 6.80 ng 491551 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2182 (14.921 min): BF110157.D (-2175) (-) m/z 57.10 100.00%

57
5000 85

113 141 mmmmmmmm
NI B U I AN S -y & iy 7
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LU I IR
85 14.60 14.80 15.00 15.20

m/z 43.05 56.24%

29
. | j L 11}3‘141 169 197 225 253 282
R it
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

14.60 14. 80 15. 00 15.20

5000 . m/z 85.05 48.07%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
Db A gL P e e e o A R SR
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 25.22%
5000 85
29
LT ] || M 141 169 107 205 253 205 323 367
A R L s
miz--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.27 8.66 ng 626237 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2241 (15.268 min): BF110157.D (-2235) (-) m/z 57.10 100.00%

57
5000 85

15.00 15.20 15.40 15.60
J 141 169189 211
o....l,.-‘llll.l,' 1895 239 267 8% m/z 71.05 64.40%

m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
15.00 15.20 15.40 15.60
- m/z 43.10 62.80%
ol | J 11 “113 141 169 197 225 253 281 309 337 365 394
T A o e e A B L L B A S o B S b B i
m/z--> 0 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
T T T T T
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 48.38%
29
et
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane S N B B N L L N B
57 15.00 15.20 15.40 15.60
m/z 55.05 22.97%
5000 85
29
o1 ‘ | ) M8 141 169 107 225 253 296
et e e R R RERE SRR RS RS
m/iz--> 0 50 100 150 200 250 300 350 15.00 15.20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.13 7.63 ng 551323 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2387 (16.127 min): BF110157.D (-2382) (-) m/z 57.10 100.00%

g7
5000 85

113 1580 16.00 16.20 16.40
0....|,. 1] e L I N - B— m/z 71.10 63.00%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5|7

5000
15.80 16.00 16.20 16.40
m/z 43.05 61.01%

29
. |‘| Ll ]11}31 141 169 107 225 253 295 323 367
., R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

15.80 16. 00 16 20 16.40

85

5000 m/z 85.10 46.22%
29 113
ol | L) J | 141,169 197 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 15.80 16.00 16.20 16.40

m/z 55.10 24 .21%

5000 85
29 113
| I | e 141 169 197 225 253 281 309 338

||

m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.67 3.79 ng 274151 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2479 (16.668 min): BF110157.D (-2473) (-) m/z 57.10 100.00%

- /\V\AA\W

16.40 16.60 16.80 17.00

141 183 225 280

0 m/z 71.10 60.61%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7
5000 LA L L L L L LB
16. 40 16. 60 16. 80 17. OO
9 m/z 43.05 56.26%
0 ; 141 183 225 267 309 367
rH A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
517
R N RARE SRR m e
16.40 16.60 16.80 17.00
5000 m/z 85.10 45.46%

99
2| | Jdi 141 183 225 267 309 351 393 436

EE

O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e e
517 16.40 16.60 16.80 17.00
m/z 55.05 23.15%
5000

s

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 16. 40 16. 60 16. 80 17. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102518\

Data File : BF110157.D

Aca On : 25 Oct 2018 13:12

Operator : JU/SJ

ﬁ?ggle i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 14 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.30 2.02 ng 146120 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2586 (17.298 min): BF110157.D (-2581) (-) m/z 57.05 100.00%
5000 MJ\AWJ
141 169 207 17.00 17.20 17.40 17.60
0! m/z 71.05 64 .15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LS BRSNS BN B
17. 00 17. 20 17. 40 17. 60
m/z 43.10 55.68%
. 220 11 A8 141 169 107 225 259 295 323 367
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #209565: Octacosane
57
17.00 17.20 17.40 17.60
5000 85 m/z 85.10 36.27%
29 113 141
oL L) | | |777,242 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2%0 360 3%0 460 !
Abundance #223851: Hentriacontane R e R m
57 17.00 17.20 17.40 17.60
m/z 55.00 22 .29%
85
29| | 113 141 169 197
oL Ay 7 169 197 225 253 280 300 351 379 407 436 N —
m/z--> 50 100 150 200 250 300 350 400 ﬂ%ﬂ%ﬂ%ﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF102518\

Data File : BF110157.D

Acq On : 25 Oct 2018 13:12

Operator : JU/SJ

3?22'6 i J5618-06 SSSI-1018-S-DH-15
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.33 12.7 ng 606832 1 6.97 956567 20.0
2-Pentanone, 4-hy... 5.21 3.3 ng 158357 1 6.97 956567 20.0
unknown6.73 6.73 68.1 ng 3256410 1 6.97 956567 20.0
n-Hexadecanoic acid 12.01 3.6 ng 239761 4 11.50 1335720 20.0
9-Octadecenamide, ... 13.56 5.7 ng 232240 5 14.15 815016 20.0
1-Heneicosanol 13.97 6.6 ng 267665 5 14.15 815016 20.0
Octadecane 14.29 2.7 ng 109358 5 14.15 815016 20.0
Eicosane 14.59 7.9 ng 321203 5 14.15 815016 20.0
Hexacosane 14.92 6.8 ng 491551 6 15.67 1446010 20.0
Octacosane 15.27 8.7 ng 626237 6 15.67 1446010 20.0
Heneicosane, 11-(... 16.13 7.6 ng 551323 6 15.67 1446010 20.0
Hentriacontane 16 .67 3.8 ng 274151 6 15.67 1446010 20.0
Tetratetracontane 17.30 2.0 ng 146120 6 15.67 1446010 20.0
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