LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J5223-03 SSSJDQLgDHDl
isc :

ALS Vial : 5 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-BF092218 .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 4.898 474 478 486 rBV 51569 71288 3.96% 0.380%
2 5.328 547 551 568 rBY 1336489 1422615 78.99% 7.575%
3 6.351 721 725 742 rBVY 1296069 1604747 89.11% 8.545%
4 6.475 742 746 757 rVV 1703883 1582009 87.84% 8.424%
5 6.704 781 785 794 rBV 468746 485398 26.95% 2.585%
6 6.769 794 796 807 rVB2 15431 23374 1.30% 0.124%
7 6.857 807 811 828 rBVY 1382325 1219219 67.70% 6.492%
8 7.263 876 880 900 rBV 975309 1053933 58.52% 5.612%
9 7.981 998 1002 1020 rBV 686199 670943 37.26% 3.573%
10 9.057 1180 1185 1201 rBV 1956989 1800942 100.00% 9.590%

11 9.451 1248 1252 1263 rBV 634704 523546 29.07% 2.788%
12 9.733 1295 1300 1319 rBV 777801 787247 43.71% 4.192%
13 10.516 1429 1433 1450 rBV 983376 1006209 55.87% 5.358%
14 11.210 1547 1551 1558 rBV 825752 766781 42.58% 4.083%
15 11.745 1635 1642 1654 rBV 189940 314991 17.49%% 1.677%

16 12.527 1770 1775 1788 rBV 226146 373243 20.72% 1.987%
17 12.792 1815 1820 1828 rBV 1606819 1530894 85.01% 8.152%

18 13.027 1855 1860 1864 rBV3 25446 31217 1.73% 0.166%
19 13.274 1897 1902 1906 rBV 106995 152793 8.48% 0.814%
20 13.368 1916 1918 1921 rVB 34235 27465 1.53% 0.146%

21 13.692 1969 1973 1980 rBV2 128441 170303 9.46% 0.907%
22 13.833 1993 1997 2005 rBV 645827 683735 37.97% 3.641%
23 13.957 2011 2018 2020 rBV3 18124 33201 1.84% 0.177%
24 14.010 2024 2027 2034 rVB 63176 63833 3.54% 0.340%
25 14.315 2075 2079 2086 rBV 102337 107977 6.00% 0.575%

26 14.609 2125 2129 2133 rBV 164833 148698 8.26% 0.792%
27 14.674 2137 2140 2144 rVB 211129 204721 11.37% 1.090%
28 14.921 2178 2182 2191 rVB 288141 315784 17.53% 1.682%
29 15.239 2231 2236 2239 rBV 506197 623501 34.62% 3.320%
30 15.268 2239 2241 2249 rVB 240264 295505 16.41% 1.574%

31 15.668 2304 2309 2314 rBV 229638 347131 19.27% 1.848%

32 15.721 2314 2318 2325 rVB4 27304 49937 2.77% 0.266%
33 16.127 2382 2387 2394 rVB 106189 190423 10.57% 1.014%
34 16.668 2473 2479 2485 rBV2 47882 96240 5.34% 0.512%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 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

Method
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18779843
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109610.D
6.47
1500000
6.86
5.33 6.35
1000000 7.26
500000 6.70
L U M
or—— 7 e N N
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109610.D
9lo6
12.79
1500000
1000000 10.52
073 11.21
7.98 9.45
500000
L L T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109610.D

1500000

1000000

13.83
500000
16.67
O e e e e e e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 14

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

4.90 2.94 ng 71288 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propylamine 59 C3HO9N 000107-10-8 9

Abundance Scan 478 (4.898 min): BF109610.D (-474) (-) m/z 43.00 100.00%
43
59
5000
101 AR RAREE LSRR SRR
| 83 4.60 4.80 5.00 5.20
o)A T UMY | S MM M m/z 59.10 57.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L U A I
59 460 480 500 520
m/z 101.10 22 .25%
o 25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 500 520
5000 m/z 58.00 14.27%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime i a ma
43 4.60 4.80 5.00 5.20
m/z 41.00 9.15%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 65.18 ng 1582010 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF109610.D (-742) (-) m/z 132.00 100.00%
5000 68
96
40 oy 7 o7 5 6.20 6.40 6.60 6.80
0 e m/z 68.10 46 .35%
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 30.80%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
6.20 6.40 6.60 6.80
5000 m/z 65.95 29.12%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 19.68%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
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\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6
R.T. EstConc Area Relative to ISTD R.T.
11.75 8.22 ng 314991 Phenanthrene-d10 11.21
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1643 (11.751 min): BF109610.D (-1635) (-) m/z 73.00 100.00%

143 99 227 256 11.40 11.60 11.80 12.00

73
5000 129
97
115 1571711851 213

0 m/z 43.10 78.37%
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 L L TT T T[T T TT TTT T[T

I T T
11.40 11.60 11.80 12.00

m/z 60.00 73.87%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 e A BAEAEE
11.40 11.60 11.80 12.00
5000 - 129 m/z 41.05 63.89%
‘ 143157 214
oLl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R
43 60 73 11.40 11.60 11.80 12.00
m/z 57.05 63.83%
5000 129
29
143 199 242
‘ | 157171185
0..1.5,.‘a..‘i:‘.. R AIEEREEEEEEE
m/z--> 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\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109610.D

Aca On : 5 Oct 2018 14:16

Operator : JU/SJ

Sample : J5223-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 5 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.53 10.92 ng 373243 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1775 (12.527 min): BF109610.D (-1770) (-) m/z 73.00 100.00%
7
>0 129 k_’_L__,
i 15 2 12:20 12.40 12.60 12.80
157 213 : : : :
ol ikl 3 .|. i/ S S m/z 43.05 94_87%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

8

5000 TT LR B TTT T T
12. 20 12. 40 12 60 12.80
m/z 60.00 74.42%
04
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
R T
73 12.20 12.40 12.60 12.80
5000 284 m/z 57.05 72.44%
129
185 213 241
0 ‘m ‘ S 265 | 311 372
m/z--> 50 l 0 150 200 250 300 350
Abundance #95855: Pentadecanoic acid R RN EEa R o
43 78 12.20 12.40 12.60 12.80
m/z 41.05 67.41%
5000 129
199 242
157
m/z--> 50 100 150 200 250 300 350 12. 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.27 4_47 ng 152793 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 99
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Nonanamide 157 C9H19NO 001120-07-6 53
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Dodecanamide 199 C12H25N0 001120-16-7 50

Abundance Scan 1901 (13.268 min): BF109610.D (-1897) (-) m/z 59.00 100.00%

59

5000

=

13.00 13.20 13.40 13.60
m/z 72.00 72.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128445: 9-Octadecenamide, (2)-

e

AN
LIS L I L L L L L

5000
13. 00 13. 20 13. 40 13 60
m/z 55.00 35.29%
ol 18 126 154160184 201238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106565: Hexadecanamide
59
T T

13.00 13.20 13.40 13.60

5000 m/z 41.00 35.08%
43
Ol 2 b b 4 142170 195212597 295
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #29478: Nonanamide R EEEEE RS
59 13.00 13.20 13.40 13.60
m/z 43.10 24.49%
- M
43
86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.98 ng 170303 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 81
Abundance Scan 1973 (13.692 min): BF109610.D (-1969) (-) m/z 57.10 100.00%
57
83
5000
111
[ L L R oL o T e e o m/z 43.05 86.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LRI B BRI UL B

13.40 13.60 13.80 14.00
m/z 83.10 65.76%

29
oLk, ]139 167 196 _ 238 266 294
i , , T
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
R R R
83 13.40 13.60 13.80 14.00
5000 m/z 55.05 63.99%
29 111
139 168 196
0 .h[\J,.J | L A ol R
m/z--> 50 100 150 O 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate AR EEREE L
57 97 13.40 13.60 13.80 14.00
m/z 71.05 63.14%
5000
125
L 2Ll l\w 193 182 210 238 266 311 412
A e e e LA e B e A B A RRRA
m/z--> 50 100 150 200 250 300 350 400 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.32 3.16 ng 107977 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
Abundance Scan 2080 (14.321 min): BF109610.D (-2075) (-) m/z 57.10 100.00%
g7
5000 \,ﬂﬁﬁA\A,m,vvJ\w,,.ij
113 14.00 14.20 14.40 14.60
141 169 193 240 267 : : : :
0 m/z 71.10 72.43%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85 V\_A‘AJ—'JL
5000 UL AU BN IR B
14.00 14.20 14.40 14.60
29 m/z 43.00 67 .25%
ol L by P14 160 197 240
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14.00 14.20 14.40 14.60
5000 m/z 85.10 58.59%
29 113
oL ‘ || 7,1 169 107 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e
57 14.00 14.20 14.40 14.60
m/z 55.00 30.82%
o 31“} | ) M3 141 160 197 % 67 204 323 3m2
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.61 4.77 ng 148698 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2129 (14.609 min): BF109610.D (-2125) (-) m/z 57.10 100.00%
57
5000
141 169 14.20 14.40 14.60 14.80 15.00
0....|,‘ 1] L — m/z 71.05 73.81%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
14.20 14.40 14.60 14.80 15.00
m/z 43.10 63.06%
29 113
oL i b 1] | 191,169 197 225 253 296
m/z--> §o 100 1%0 260 250 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
14.20 14140 14.60 14.80 15.00
5000 85 m/z 85.05 53.81%
oL 38 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L B B e e e e
57 14.20 14.40 14.60 14.80 15.00
m/z 55.10 21.87%
29 i 13 14
ol b b T gt 169 107 205 253 205 33 s67 | o et M
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\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.67 6.57 ng 204721 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl1l4H24 230646-72-7 64
4 Carbonic acid. methvl ester. T(E... 280 C17H2803 1000164-38-7 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2139 (14.668 min): BF109610.D (-2137) (-) m/z 69.05 100.00%
60
5000 J
4 AUV AR AR
137 14.40 14.60 14.80 15.00
oLl e '| 4 03189 221 281 | "m/z 81.00 52.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
60
5000 L B SO U B
14,40 14.60 14.80 15.00
41 m/z 41.05 25.41%
ol | s .| 6.”.7.‘. (163 191 217 245 273 209 311367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
14,40 14.60 14.80 15.00
s000] 4L m/z 95.00 13.09%
95
oL ”um-‘ u ;17 , 161 19ﬁ 217 ,.27? ?%9.. ;fﬁ 367 ﬁ}o
m/z--> 50 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl- N RARE SRR n e
41 69 14.40 14.60 14.80 15.00
m/z 68.10 11.64%
95
5000
137
177
O‘H“ Llﬂll\‘l ..‘..l................l..
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 11 2-methyloctacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.92 10.13 ng 315784 Perylene-di12 15.24
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 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2182 (14.921 min): BF109610.D (-2178) (-) m/z 57.10 100.00%
57
85
5000
gm0 sor 2 2 o 12160 1218 1500 1520
ol b A 25288282  m/z 71.10 75.19%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AU AR IR
14.60 14.80 15.00 15.20
m/z 43.05 60.18%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.60 14.80 15.00 15,20
5000 85 m/z 85.10 56.49%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- P T T TR
43 14.60 14.80 15.00 15.20
- m/z 55.05 21.83%
5000
N ‘ 1 127 185 183 225 253 295 337
m/z--> 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20

8270-BF092218 .M Mon Oct 08 16:15:47 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.67 11.13 ng 347131 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2309 (15.668 min): BF109610.D (-2304) (-) m/z 57.05 100.00%
57
85
5000
L 100 2 oo "i5ldo 1560 1630 1605
L A s A e e m/z 71.05 75.91%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L B B IR UL

15.40 15.60 15.80 16.00
m/z 43.05  60.46%

29 113
ol |y |, 141,169 107 225 253 205 323 367
bl = A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
T e
a5 15.40 15.60 15.80 16.00
5000 m/z 85.05 56.54%
29 113
oL L by J | 141 169 197 225 253 296
T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane I e EE e Lt
57 15.40 15.60 15.80 16.00
m/z 55.05 22.13%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
e T o e e = E L S e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109610.D

Aca On : 5 0ct 2018 14:16

Operator : JU/SJ

ﬁ?ggle i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.13 6.11 ng 190423 Perylene-di12 15.24
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 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 2388 (16.133 min): BF109610.D (-2382) (-) m/z 57.05 100.00%
57
85
5000 }\A\\,_,ﬁ/~m/\\~,-__,*_w_,
M5 141 169 107 225 550 291 15580 16,00 16,20 16.40
O/ P P 97 S5 O A m/z 71.10 70.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R AR AR A B
15. 80 16. oo 16.20 16.40
m/z 43.05 62.05%
29
oL L. I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #215181: 2-methyloctacosane
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 55.25%
113
o 2, ‘ 177241 169 197 225 267 295 365 393
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane e
57 15.80 16.00 16.20 16.40
m/z 55.05 21.29%
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460 1580 1600 1620 1640

8270-BF092218 .M Mon Oct 08 16:15:48 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109610.D

Aca On : 5 Oct 2018 14:16

Operator : JU/SJ

Sample : J5223-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 14 Eicosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.67 3.09 ng 96240 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2479 (16.668 min): BF109610.D (-2473) (-) m/z 57.05 100.00%
57
85
5000
| [ s o 16.40 16.60 16.80 17.00
(.- 1 |||d”uulg e m/z 71.10 79.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 L LI BULLN BRI UL
mmmmmmﬂm
m/z 43.05 61.19%
L2 | 1141 169 197 225 253 282
m/z--> §o 160 150 200 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57
' 16.40 16.60 16.80 17.00
5000 85 m/z 85.05 59.27%
0 I ﬂ1}341?1\1§9‘197,2?5 253 281 309 337 365 437 wMMMVA%W/\WFNMWMM
m/z--> §0 160 1éo 260 250 360 3%0 460 '
Abundance #219831: Triacontane AR EEEEE RS
57 16.40 16.60 16.80 17.00
m/z 55.00 26.63%
5000 T hWMMVA“MWJMJNﬁMMWMijvahVM
113
NEIREY || 141 169 197 225 253 281 309 337 365 393 422
m/z--> % 1& ﬁo @ 2% %o @ 4& ! mmmmmmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100518\

Data File : BF109610.D

Acq On : 5 0Oct 2018 14:16

Operator : JU/SJ

3?22'6 i J5223-03 SSSI-1001-S-DH-01
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .90 2.9 ng 71288 1 6.70 485398 20.0
unknown6 .47 6.47 65.2 ng 1582010 1 6.70 485398 20.0
n-Hexadecanoic acid 11.75 8.2 ng 314991 4 11.21 766781 20.0
Octadecanoic acid 12.53 10.9 ng 373243 5 13.83 683735 20.0
9-Octadecenamide, ... 13.27 4.5 ng 152793 5 13.83 683735 20.0
1-Heneicosanol 13.69 5.0 ng 170303 5 13.83 683735 20.0
Heptadecane 14.32 3.2 ng 107977 5 13.83 683735 20.0
Heneicosane 14.61 4.8 ng 148698 6 15.24 623501 20.0
Supraene 14.67 6.6 ng 204721 6 15.24 623501 20.0
2-methyloctacosane 14_.92 10.1 ng 315784 6 15.24 623501 20.0
Hexacosane 15.67 11.1 ng 347131 6 15.24 623501 20.0
Triacontane 16.13 6.1 ng 190423 6 15.24 623501 20.0
Eicosane 16.67 3.1 ng 96240 6 15.24 623501 20.0
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