LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011720\
Data File : BF118579.D
Aca On : 18 Jan 2020 1:06 Instrument :
Operator : JU E?Afs el

- _ lentosampleld :
3?22'6 : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 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-BF011720.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 2.169 7 14 22 rVB 6048857 8616375 61.10% 8.232%
2 5.098 503 512 519 rVB 612569 742090 5.26% 0.709%
3 5.504 575 581 584 rBVY 6225947 6097014 43.24% 5.825%
4 6.504 746 751 760 rBVY 5207372 4646346 32.95% 4_.439%
5 6.657 772 777 780 rBY 10096625 9561304 67.80% 9.134%
6 6.887 812 816 820 rBVY 2554538 2047560 14.52% 1.956%
7 7.045 839 843 846 rBVY 9383149 7916797 56.14% 7.563%
8 7.445 903 911 914 rBVY 6467612 6177573 43.81% 5.902%
9 8.169 1030 1034 1037 rBV 3146910 2567964 18.21% 2.453%
10 9.245 1212 1217 1220 rBV 12231878 11812966 83.77% 11.285%

11 9.633 1279 1283 1286 rBV 618966 468280 3.32% 0.447%
12 9.922 1328 1332 1336 rBV 3423336 3056845 21.68% 2.920%
13 10.339 1399 1403 1405 rBvV 454428 371277 2.63% 0.355%
14 10.710 1461 1466 1469 rBV 8607304 8354231 59.24% 7.981%
15 11.410 1581 1585 1588 rBV 3550038 3202360 22.71% 3.059%

16 11.939 1670 1675 1687 rBV 1010429 1094143 7.76% 1.045%
17 12.722 1804 1808 1821 rBV 561471 594105 4.21% 0.568%
18 12.998 1850 1855 1858 rBV 13583060 14101940 100.00% 13.472%
19 13.886 2003 2006 2018 rBV 2601237 2528390 17.93% 2.415%
20 14.045 2028 2033 2036 rBV 3514720 3389416 24.04% 3.238%

21 14.216 2058 2062 2070 rBV 308967 298378 2.12% 0.285%
22 14.521 2110 2114 2122 rVB 551038 489062 3.47% 0.467%
23 14.833 2163 2167 2177 rVB 537993 620145 4._.40% 0.592%
24 15.174 2221 2225 2232 rBV 581709 680277 4.82% 0.650%
25 15.515 2277 2283 2287 rBV 2686119 3237700 22.96% 3.093%

26 15.563 2287 2291 2298 rVB 501603 663472 4._.70% 0.634%
27 16.010 2361 2367 2370 rBV 336188 542435 3.85% 0.518%

28 16.051 2370 2374 2383 rVB 296069 490333 3.48% 0.468%
29 16.521 2449 2454 2462 rBV 169745 305522 2.17% 0.292%

Sum of corrected areas: 104674300
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118579.D

1.2e+07

6.66
1e+07 7.05

8000000

A7 5.50 7.45

2
6000000 6.50

4000000

5.10

e A
Time--> 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF118579.D

2000000 A

1.2e+07

1e+07
10.71
8000000

6000000

4000000 9.92 11.41

2000000 1194
9.63 10.34 L ' 12.72

S

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: BF118579.D

1.2e+07

le+07
8000000
6000000
4000000 14.04

13.89 15.52
2000000

1452 14.83 1517 56 166005
1422 455 A 16.52

bttt

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\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.17 84.16 ng 8616380 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 14 (2.169 min): BF118579.D (-7) (-) m/z 73.05 100.00%
73
5000 43 /\
55 87 S W —
2.20 2.30 2.40 2.50 2.60
0 ,....',l.'..|.,..|'.,...9?....,....,....,....,....,2.97.. m/z 43.05  36.60%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HAN AR U AN AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 27.69%
29
0I'w"JL'LI'J“I'L'W'"'I”"I"”I""P"'I”"
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 AN AR IUR LU A U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 24 _87%
29
0 97 112 129
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- R AR s
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12._.42%
5000 43
58
29 ‘ ﬁ7
0I'Uh'Il”'l"“'P"'I"'W""I"”I""I'”'I"" AN AR U LU A U
mz-> 20 40 60 80 100 120 140 160 180 200 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.10 7.25 ng 742090 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.098 min): BF118579.D (-503) (-) m/z 43.00 100.00%
43
5000 59
ot 480 500 520 540
83 : : : :
0 ...,....,....,....,..??','::..,“??.'I,..‘?7.,??..,.'...?.1..:,|....,. m/z 59.10 49.28%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL IR
59 480 500 520 5.40
m/z 101.10 18.55%
15 31 101
0 25, 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 57.95 16.85%
101
o 15 253137 51 % g9 86
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone
43 480 5.00 5.20 5.40
m/z 41.00 8.18%
5000
15
58
0 ---|?---|-‘l--|--?‘7“----‘|‘l---|----|----|----|----|----|----|- B e e B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.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 unknown6.66 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.66 93.39 ng 9561300 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 777 (6.657 min): BF118579.D (-772) (-) m/z 131.95 100.00%
32
5000

6.40 6.60 6.80 7.00

0 m/z 68.05 44 _13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI L L L L L L LB L
6.40 6.60 6.80 7.00
0
— m/z 134.00  36.61%
0..W.HNPW.“l”,”.W.”...u..”,”..”...”...”..”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
MRS mE e
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.67%

15 39 63 90104

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e i P
132 6.40 6.60 6.80 7.00
m/z 69.05 18.54%
5000 67
97
‘ ‘ 117
o ...,....‘,‘..‘.‘.,‘.‘..‘.‘,...a,....“..H. R AR Ra o A R B A ma st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 6.83 ng 1094140 Phenanthrene-d10 11.41
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 1675 (11.939 min): BF118579.D (-1670) (-) m/z 72.95 100.00%

43 7

5000

—

213 NSRS L ——
11.60 11.80 12.00 12.20

157 185

o m/z 43.10 88.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 80
83 11.60 11.80 12.00 12.20
0
H 157 1g5 213 256 m/z 60.00 82.44%
SN 9111 O -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 R e N REm s
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 69.66%
171
97 214
ol 26 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid ST T T
3 | 78 11.60 11.80 12.00 12.20
m/z 55.05 67.05%
5000 129
242
157
0 Ié ‘l‘ M‘ H t m { {18<P { \225 ‘ T T T
TTT TITT[rTTT lllll llllllllllllllllllllllll lllllllllllllllllllllllll _l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011720\
Data File : BF118579.D

Aca On : 18 Jan 2020 1:06

Operator :© JU

Sample : L1173-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.72 3.71 ng 594105 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1808 (12.722 min): BF118579.D (-1804) (-) m/z 43.05 100.00%
43 78
57
5000 129
9 185 241 A S e
W51 143,017 | 190593227 | peg 284 12.40 12.60 12.80 13.00
o} m/z 73.00 98.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129
12.40 12.60 12.80 13.00
m/z 60.00 80.11%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
51 AR IR SRR
12.40 12.60 12.80 13.00
5000{ 29 256 m/z 41.10 74 .83%
129
97 213
. H5 143157171185, o 227541
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e LEm amE o EE——
78 12.40 12.60 12.80 13.00
43 m/z 57.10 74 .59%
5
5000 129
185 228
115
1 1435171
OI .......TJW H‘ “.‘..l‘..:!-.57.....‘..]:99.?}?.}‘......|....|... e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.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 8 Heptacosane, l1-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.52 2.89 ng 489062 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2114 (14.521 min): BF118579.D (-2110) (-) m/z 57.05 100.00%
57
5000
V127 14.20 14.40 14.60 14.80
Ob ey ...H,!.*4,3‘?9..297??9....3,9???,1...397....,....,....,....,.. m/z 71.10 70.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57
5000
14.20 14.40 14.60 14.80
97 m/z 43.05 68.42%
0 27L ‘LAJ}%7 183217 273303 343372 414
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

14.20 14.40 14.60 14.80
5000 m/z 85.10 50.80%

97
o 127 169 211 253 295 337 379 421 463 505 547 604
T T LT F] T A P T T e T T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

#149373: Sulfurous acid, 2-propyl tridecy! ester
43 14.20 14.40 14.60 14.80

m/z 55.00 31.65%

5000 85 L\i
‘ H l 125 182 217 w\u

o

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.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 9 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .83 3.83 ng 620145 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2166 (14.827 min): BF118579.D (-2163) (-) m/z 57.10 100.00%
g7
5000 85
113 14.60 14.80 15.00 15.20
141
ol ,I AT, 183211239 282 319342369 429 nsT 71 10 75.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57
5000 85
_ 14.60 14.80 15.00 15.20
m/z 43.10 63.80%
29‘ ‘ 113 141 169 197 225 0
0.“.‘.“.‘1‘.‘“‘.”" .‘“.“. l‘l“.“..“.“l.‘.‘.‘.2|53...‘.|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
"' 1460 1480 15.00 15.20
5000 85 m/z 85.05 51.35%
. 29 113 141 169 107 225 253 295 323 367
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #175558: Tetracosane S e B B B R
57 14.60 14.80 15.00 15.20
m/z 41.05 21.38%
85
5000
113
ol 3 L[ 391 269 197 225 253 281 s09 398
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 14.|60 14.|80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011720\
Data File : BF118579.D

Aca On : 18 Jan 2020 1:06

Operator :© JU

Sample : L1173-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 10 Hexacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.17 4.20 ng 680277 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 Nonadecane 268 C19H40 000629-92-5 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2224 (15.168 min): BF118579.D (-2221) (-) m/z 57.10 100.00%
g7
5000 85
113 141 14.80 15.00 15.20 15.40
ol ,I. AL .I, a7y 109 197 225 253 282 317 355 m/z 71.10 74.21%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.05 66.06%
29 ‘ ‘ \113 141 169 282
ol d b T 169 107 225 53 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
14,80 15.00 15.20 15.40
5000 85 m/z 85.05 51.37%
. 29 13 141 169 197 225 253 205 323 367
m/z--> 55 160 150 260 250 300 3éo
Abundance #117638: Nonadecane
57 14.80 15.00 15.20 15.40
m/z 41.05 22 .50%
5000 85
29
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 14. 80 15. oo 15 20 15'40 '

8270-BF011720.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118579.D

Aca On - 18 Jan 2020 1:06

Operator : JU

ﬁ?ggle : L1173-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011720.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 11 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.01 3.35 ng 542435 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2367 (16.010 min): BF118579.D (-2361) (-) m/z 57.10 100.00%
57
85
5000

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
15.60 15.80 16.00 16.20 16.40

]] | .1141 169 197 225 253 295 327 355

0...3.,'.| Al 220 23 2% 327 355 m/z 71.05 75.71%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
15.60 15.80 16.00 16.20 16.40
m/z 43.05 61.59%
29
0 h L n‘ | |1 169 197 225 253 282
— T
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T T T T T
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 56.19%
29
. 13 141 160 107 225 253 295 323 367
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 21.67%
85
5000
29 113
ol L. Ty J[ I 1?1 169 197 225 253 296
et T R o EREE S
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20 16 40

8270-BF011720.M Mon Jan 20 15:55:24 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011720\
Data File : BF118579.D

Aca On : 18 Jan 2020 1:06

Operator :© JU

Sample : L1173-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 12 1-Heptacosanol Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.05 3.03 ng 490333 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Nonadecanol - 284 C19H400 001454-84-8 87
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 76

Abundance Scan 2374 (16.051 min): BF118579.D (-2370) (-) m/z 83.10 100.00%
55
5000 m\wyw*va~hjJ\“\m“NHMVMM~/\
U SRR SRR SR B
207 15.80 16.00 16.20 16.40
o3 201 283 817, 355 m/z 97.10 92.45%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 L SRR BURELS BULRURN B
15.80 16.00 16. 20 16.40
m/z 55.10 84.68%
m/z--> 50 2éo 360 3%0
Abundance
57 97
" 15.80 16.00 16.20 16.40
5000 m/z 57.10 81.25%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 2éo 360 3%0
Abundance #166292: Behenic alcohol L B B B i
Fsic] 15.80 16.00 16.20 16.40
m/z 69.10 80.46%
0 l\ y ” \ \ ‘L ‘L J\ n 167 196 224 252 280 308
m/z--> 100 150 260 250 360 3%0 15%0 1600 1620 1640

8270-BF011720.M Mo

n Jan 20 15:55:25 2020

0050-DECANT-H20-COMP-2
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF011720\

Data File : BF118579.D

Acq On : 18 Jan 2020 1:06

Operator : JU

3?22'6 - Lil7s-01 0050-DECANT-H20-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011720_.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... 2.17 84.2 ng 8616380 1 6.89 2047560 20.0
2-Pentanone, 4-hy... 5.10 7.3 ng 742090 1 6.89 2047560 20.0
unknown6 .66 6.66 93.4 ng 9561300 1 6.89 2047560 20.0
n-Hexadecanoic acid 11.94 6.8 ng 1094140 4 11.41 3202360 20.0
Octadecanoic acid 12.72 3.7 ng 594105 4 11.41 3202360 20.0
Heptacosane, 1-ch... 14.52 2.9 ng 489062 5 14.05 3389420 20.0
Eicosane 14.83 3.8 ng 620145 6 15.52 3237700 20.0
Hexacosane 15.17 4.2 ng 680277 6 15.52 3237700 20.0
Heneicosane 16.01 3.4 ng 542435 6 15.52 3237700 20.0
1-Heptacosanol 16.05 3.0 ng 490333 6 15.52 3237700 20.0
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