LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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 2.316 33 39 54 rvVB 363933 490154 17.66% 2.025%
2 3.604 257 258 265 rBV3 14631 27884 1.00% 0.115%
3 5.210 527 531 539 rBV 92260 114559 4.13% 0.473%
4 5.592 591 596 599 rBVY 2535927 2486398 89.60% 10.274%
5 6.592 760 766 777 rBVY 2505103 2775018 100.00% 11.467%
6 6.739 786 791 794 rBVY 2812187 2598537 93.64% 10.737%
7 6.969 826 830 833 rBV 911496 740864 26.70% 3.061%
8 7.122 852 856 860 rBY 2057361 1954197 70.42% 8.075%
9 7.528 920 925 929 rBVY 1507135 1558243 56.15% 6.439%
10 8.251 1044 1048 1064 rVB 1066838 948017 34.16% 3.917%

11 9.328 1226 1231 1234 rBV 2481628 2381974 85.84% 9.842%
12 9.716 1293 1297 1305 rBvV 389151 321972 11.60% 1.330%
13 10.010 1343 1347 1356 rBV2 1030584 888753 32.03% 3.672%
14 10.804 1478 1482 1490 rBV 1207074 1197349 43.15% 4.948%
15 11.504 1597 1601 1604 rBV 852966 753241 27 .14% 3.112%

16 11.527 1604 1605 1609 rVB 75360 43135 1.55% 0.178%
17 12.010 1683 1687 1689 rBV 57020 53753 1.94% 0.222%
18 12.292 1732 1735 1738 rBV2 25815 31195 1.12% 0.129%

19 12.721 1804 1808 1812 rBV 222496 190011 6.85% 0.785%
20 12.951 1841 1847 1853 rVB 216043 235504 8.49% 0.973%

21 13.086 1866 1870 1874 rBV 1957100 1682058 60.61% 6.950%
22 13.645 1962 1965 1967 rVB2 39280 34724 1.25% 0.143%
23 13.968 2015 2020 2029 rBV3 256263 334719 12.06% 1.383%
24 14.151 2046 2051 2054 rBV2 713762 731636 26.37% 3.023%
25 14.174 2054 2055 2063 rVB 111741 93037 3.35% 0.384%

26 14.286 2071 2074 2079 rBV 90333 101376 3.65% 0.419%
27 14.592 2124 2126 2135 rVB3 113877 176140 6.35% 0.728%
28 14.915 2178 2181 2184 rVB 127710 113662 4._.10% 0.470%
29 14.992 2192 2194 2199 rVB 89624 99922 3.60% 0.413%
30 15.221 2230 2233 2237 rBV 82546 115145 4._.15% 0.476%

31 15.268 2239 2241 2245 rVB 117783 118675 4.28% 0.490%
32 15.545 2286 2288 2295 rVB 56987 76787 2.77% 0.317%
33 15.609 2297 2299 2304 rVB 74064 91914 3.31% 0.380%
34 15.680 2306 2311 2315 rBV2 372335 521798 18.80% 2.156%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.133 2384 2388 2394 rVB2 79167 118586 4.27% 0.490%

Sum of corrected areas: 24200937
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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

Abundance TIC: BF110226.D

5.59
2500000 6.59

7.12
2000000

1500000 7.53

1000000 6.97

500000{ 537

3.60 5}\21 k L L L L

e e e

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: BF110226.D

2500000 9.33

2000000 13.09

1500000
10.80

8.25 10.01
1000000 11.50

500000 9.72

12.7212.95
oo wowe | L
L | EAPl 12.29
9.50

. L e L e e e

Time--> 8.00 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110226.D

2500000

2000000

1500000

1000000 14.15

15.68

16.13

oV

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

500000
144729 1459 143%918%287 g

13.64

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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.

2.32 13.23 ng 490154 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF110226.D (-33) (-) m/z 73.10 100.00%
7B
5000 43
55 87

I2.20 2.40 2.60
e g s e e | M7z 43.05 38.75%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L S B I B L L |
43 2.20 2.40 2.60
55 87 m/z 55.10 27.89%
29
R R B AN LR R s a s e s e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 /k
87 ™

2.20 2.40 2.60

5000 4 55 m/z 87.10 26.55%
29 H
Lol dlies|ll so | o7 112 1p9
s 1 T LA Ll AW A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- —
30 220 240 2.60
m/z 41.05 12.69%
5000 43 87
15
il 1l 52 59 ‘
L T s L o N e e o o Soea
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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 9

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

5.21 3.09 ng 114559 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 45
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 531 (5.210 min): BF110226.D (-527) (-) m/z 43.00 100.00%
43
59
5000
1o o 2ho 550 a0 550
83 : : : : :
..,....,....','::..??u:l,....,....,.'...,....,|....,....,....,....,...., m/z 59.00 56.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I LI UL I I
480 5.00 5.20 5.40 5.60
m/z 101.00 18.19%
"|“'”3}'“W”'“|""w"'l'“'|§?“|9§'}ﬁ{"|”"|'“'|"“|"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4417: 3-Hexanol
59
480 500 520 540 5.60
5000 31 43 73 m/z 58.00 16.03%
\‘\‘ “M\ 51 \‘ : 84 101
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R B
59 480 5.00 5.20 5.40 5.60
m/z 41.00 10.54%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.74 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.74 70.15 ng 2598540 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 791 (6.739 min): BF110226.D (-786) (-) m/z 132.00 100.00%
5000 68
40 % 6.40 6.60 6.80 7.00
54 . . . .
[ | Weus .~ m/z 68.10 39.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA LA RS RAREY

6.40 6.60 6.80 7.00
m/z 134.00 33.14%

a1 51 &
S T AV | SO |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e B
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.76%
S VB '~ Y ™ S
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal E EEma s R
132 6.40 6.60 6.80 7.00
m/z 69.10 15.77%
5000 67
41 53 97 17
b D
S 1 R T R S | | —
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\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

POINT CALIBRATION

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M

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 Eicosyl heptafluorobutyrate

Relative to ISTD

Concentration Rank 4

R.T. EstConc Area
13.97 9.15 ng 334719
Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Eicosvl heptafluorobutvrate

2 Eicosvl pentafluoropropionate

3 Nonadecvl pentafluoropropionate
4 Heneicosvl heptafluorobutvrate

494 C24H41F702
444 C23H41F502
430 C22H39F502
508 C25H43F702

1000351-83-5 91
1000351-80-8 91
1000351-88-8 91
1000351-83-8 87

5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 2020 (13.968 min): BF110226.D (-2015) (-) m/z 57.10 100.00%
57
83
5000
111 IIIIIIIIIIIIIIIIIIIIIII
1 139 168_202 299 13.60 13.80 14.00 14.20
UL YW A | m/z 43.05 86.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57
5000 LA L L L L LB L
125 13.60 13.80 14.00 14.20
m/z 55.10 69.69%
29 l | h169 196 224 252 280 305 476
e : L e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225763: Eicosyl pentafluoropropionate
57
97 L
13.60 13.80 14.00 14.20
5000 m/z 83.10 61.50%
125
20 l A153 182210 252280 325 426
..w....,”. T e L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate R B e
57 97 13.60 13.80 14.00 14.20
m/z 97.10 54_.14%
5000
125
29
Ll \l ¢1§3 182 210 238 266 311 412
R L I e e e o AL B o
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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 6 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.77 ng 101376 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86
Abundance Scan 2075 (14.292 min): BF110226.D (-2071) (-) m/z 57.10 100.00%
57
85
5000
113 230 14100 1490 1440 1460
141 164182 202 248 315 14.00 14.20 14.40 14.60
,4,‘ d b bt 04182202 128 23 85wz 71.10 79.56%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57
5000 85 L S B BRI R
mmmmmmmm
29 m/z 43.10 68.71%
113
. I I | 777,141 169 197 225 253 281 309 338
m/z--> 25 45 60 85 160120140160180200220240260280300320340
Abundance #71393: Pentadecane
57
114,00 14.20 14.40 14.60
5000 g5 m/z 85.05 59.85%
29
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #94345: Heptadecane LI L L L LB B
57 14.00 14.20 14.40 14.60
m/z 55.00 28.43%
5000 85
29
LA iR 141 169 196 240
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10 14 Ioo 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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 7 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .59 4.81 ng 176140 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2126 (14.592 min): BF110226.D (-2124) (-) m/z 57.10 100.00%
g7
5000 85
113 14:20 14.40 14.60 14.80 15.00
(141 228
o LA M ke 1on 228246 276 301 37 35 s e ROy
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57
5000 85 A DAL BN B B
mmmmmmmmmm
29 113 m/z 71.10 57 .64%
324
PP 19 25 20 e SH
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14:20 14.40 14.60 14.80 15.00
5000 m/z 85.10 43.57%
29 113
LU {77,241 169 107 225 253 296
m/z--> éo 160 150 200 250 300 3%0
Abundance #175557: Tetracosane A B
57 14.20 14.40 14.60 14.80 15.00
m/z 41.10 23.74%
5000 85
29 113
| | L |4 77,141 169 197 225 253 281 309 338
m/z--> % @ 150 200 250 ﬁ %o mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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 Dodecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.92 3.11 ng 113662 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Docosane 310 C22H46 000629-97-0 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 2182 (14.921 min): BF110226.D (-2178) (-) m/z 57.10 100.00%
57
85
5000
127 155 1600 516 240960 263303 a4 14160 1480 1500 1520
R I-J*h-"J e e AN SR e m/z 71.10 77.62%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
g7
85
5000 R U I IR IR
14.60 14.80 15.00 15.20
29 141 m/z 43.10 71.43%
| ]113 I 169
- e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
14.60 14.80 15.00 15,20
5000 85 m/z 85.10 60.60%
290 | | | ulﬁ3J1§1‘1§9 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #153223: Docosane e AREEEEEaSEE
57 14.60 14.80 15.00 15.20
m/z 55.10 23.16%
5000 85
113
m/z--> 50 100 150 260 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.99 3.83 ng 99922 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 78
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 Carbonic acid. methvl ester. T(E... 280 C17H2803 1000164-38-7 64
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 53
Abundance Scan 2194 (14.992 min): BF110226.D (-2192) (-) m/z 69.10 100.00%
69
5000 J\,JL\M
41 95 IIIIIIIIIIIIIIIIII
136 14.60 14.80 15.00 15.20 15.40
232
|,1 dyyd 100 196 232 216 319 38 | i 81.05  55.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene M’JVL“
60
s000{ 4! R UM SRR BRI B
14.60 14.80 15.00 15.20 15.40
m/z 41.10 24 .50%
9% 437
L d f1y’) 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 14 .39%
41
95 137
w317 163 191 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A B R e
69 14.60 14.80 15.00 15.20 15.40
m/z 68.05 12.39%
5000
41
95
m/z--> 50 160 1%0 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110226.D

Aca On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample : J5675-05

Misc :

ALS Vial : 21 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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.13 4_.55 ng 118586 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 92
2 Pentadecane 212 C15H32 000629-62-9 89
3 Octadecane 254 C18H38 000593-45-3 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Heneicosane 296 C21H44 000629-94-7 81
Abundance Scan 2387 (16.127 min): BF110226.D (-2384) (-) m/z 57.10 100.00%
57
5000
| 113 15.80 16.00 16.20 16.40
141 169191911232 271 295 355 : : : :
N K IO 29 211295 338388 T 2T 100 61.90%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 RN R BN BUURE
15.80 16.00 16.20 16.40
m/z 43.05 58.62%
29 113
m/z--> §o 160 1éo 260 250 360 3éo
Abundance #71393: Pentadecane
57
15.80 16.00 16.20 16.40
5000 g5 m/z 85.10 52.22%
29
m/z--> §o 160 1%0 260 250 360 3éo
Abundance #105885: Octadecane R AEmEEEE L
57 15.80 16.00 16.20 16.40
m/z 41.00 25.36%
5000 85
29
h‘ : ‘\ || - 1:‘I|-3J 1‘}1 . 169 197 225 254
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&'30 15.I80 16.|00 16.|20 16.I40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102618\
Data File : BF110226.D

Acq On : 26 Oct 2018 22:45

Operator : JU/SJ

Sample - J5675-05

Misc :

ALS Vial : 21 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... 2.32 13.2 ng 490154 1 6.97 740864 20.0
2-Pentanone, 4-hy... 5.21 3.1 ng 114559 1 6.97 740864 20.0
unknown6.74 6.74 70.2 ng 2598540 1 6.97 740864 20.0
Eicosyl heptafluo... 13.97 9.2 ng 334719 5 14.15 731636 20.0
Tetracosane 14_.29 2.8 ng 101376 5 14.15 731636 20.0
Tricosane 14.59 4.8 ng 176140 5 14.15 731636 20.0
Dodecane, 2-methyl- 14.92 3.1 ng 113662 5 14.15 731636 20.0
Squalene 14.99 3.8 ng 99922 6 15.68 521798 20.0
Nonadecane 16.13 4.5 ng 118586 6 15.68 521798 20.0
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