LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011720\
Data File : BF118580.D
Aca On : 18 Jan 2020 1:33 Instrument :
Operator : JU E?Afs el

- _ lentosampleld :
3?22'6 : L1173-02 0053-DECANT-H20-COMP-5
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-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 2.163 7 13 20 rVB 5421234 7534623 53.54% 7.021%
2 5.098 503 512 519 rBV 545543 644011 4 _.58% 0.600%
3 5.498 575 580 584 rBY 5510859 5445359 38.69% 5.074%
4 6.504 746 751 759 rVB 4603025 4131514 29.36% 3.850%
5 6.657 772 777 780 rBVY 9983428 9665483 68.68% 9.006%
6 6.886 812 816 820 rBVY 2656047 2124161 15.09% 1.979%
7 6.945 823 826 830 rBV 213861 172712 1.23% 0.161%
8 7.045 839 843 846 rBVY 9292299 8091656 57 .50% 7 .540%
9 7.445 905 911 914 rBVY 6572083 6364685 45.22% 5.930%
10 8.169 1030 1034 1038 rBvV 3312082 2694400 19.15% 2.511%

11 9.245 1212 1217 1221 rBV 12164296 12171056 86.48% 11.341%
12 9.633 1279 1283 1286 rBV 902690 688889 4_89% 0.642%
13 9.927 1328 1333 1336 rBV 3383638 3192243 22.68% 2.974%
14 10.339 1399 1403 1406 rBvV 657293 519010 3.69% 0.484%
15 10.710 1461 1466 1469 rBV 8852043 8728240 62.02% 8.133%

16 11.410 1580 1585 1588 rBV 3678632 3396695 24.14% 3.165%
17 11.939 1670 1675 1684 rBV 1300279 1313035 9.33% 1.223%
18 12.721 1804 1808 1821 rBV 673767 700630 4.98% 0.653%
19 12.998 1850 1855 1858 rBV 13739674 14073647 100.00% 13.113%
20 13.886 2003 2006 2021 rBV 2888558 2989076 21.24% 2.785%

21 14.045 2028 2033 2036 rBV 3776075 3545576 25.19% 3.304%
22 14.215 2058 2062 2070 rVB 406708 384154 2.73% 0.358%
23 14.521 2110 2114 2120 rBV 738086 667535 4.74% 0.622%
24 14.804 2159 2162 2164 rBV 151625 174764 1.24% 0.163%
25 14.833 2164 2167 2177 rVB 764002 840107 5.97% 0.783%

26 15.174 2221 2225 2236 rBV 800204 922548 6.56% 0.860%
27 15.515 2277 2283 2287 rBV 2762133 3371275 23.95% 3.141%
28 15.562 2287 2291 2304 rVB 678566 903103 6.42% 0.841%
29 16.009 2361 2367 2370 rBV 435008 705842 5.02% 0.658%
30 16.051 2370 2374 2383 rVB 351616 578787 4._.11% 0.539%

31 16.521 2449 2454 2465 rVB 207918 389498 2.77% 0.363%
32 17.203 2566 2570 2580 rVB5 79325 197980 1.41% 0.184%
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LSC Area Percent Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 107322294
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LSC Report - Integrated Chromatogram

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

2.16

4000000

2000000

TIC: BF118580.D

6.66
7.05

5.50
6.50

5.10

7.45

0
Time-->

T T
4.50 5.00 5.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF118580.D

9.25

10.71

11.41

8.17 9.93

11.94

L

9.63

I

10.34

I

Ol
Time-->

12.00 12.50

10.50 11.00 11.50

9.50 10.00

13.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF118580.D

14.52 14.83 15.17

N I |
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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.

2.16 70.94 ng 7534620 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 12 (2.157 min): BF118580.D (-7) (-) m/z 73.05 100.00%
7B
5000 43 /\
55 87 R —
2.20 2.30 2.40 2.50 2.60
0 .,....,..??',':.'..,..|..??.‘??,'..'.??....,....1,0.1...,....,....,.... m/z 43.05  37.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- ﬂ
73
5000 R TN U IURE UL U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 26.52%
I
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 RS U IR IS U I
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 25.02%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- B A Ramasmmoas o
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.05 12.91%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” R TN U IURE U U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011720\
Data File : BF118580.D

Aca On : 18 Jan 2020 1:33

Operator :© JU

Sample : L1173-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 6

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

5.10 6.06 ng 644011 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 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 Acetone 58 C3H60 000067-64-1 12
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 512 (5.098 min): BF118580.D (-503) (-) m/z 43.00 100.00%
43
5000 59
1o 480 500 520 540
83 : : : :
ol el et B e, m/z 59.10 51.25%
m/z--> 0 200 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R AL I I
59 480 500 520 5.40
m/z 101.10 18.28%
15 4 101
Il mhn \‘ 83 \‘
e L S S S B WL B B W
m/z--> 200 40 60 80 100 120 140 160 180
Abundance
59
a 480 500 520 540
5000 m/z 58.00 17.10%
86
69 101
e L B S S B LI B B WL
m/z--> 200 40 60 80 100 120 140 160 180
Abundance #214: Acetone LIS L I
43 4.80 500 5.20 5.40
m/z 41.05 8.25%
5000
15
58
0 2 . 2\\\7\ 1
L AR AL SURLELL IURLELALN SULELERES LI SRR LA UL S DR RARAE SRR AR B
m/z--> 200 40 60 80 100 120 140 160 180 4.80 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 : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 unknown6.66 Concentration Rank 1

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

6.66 91.01 ng 9665480 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 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 778 (6.663 min): BF118580.D (-772) (-) m/z 132.00 100.00%
5000 68
054 || o % o320 " '6.40 6.60 6.80 7.00
0 e 193207 281 m/z 68.10 35.85%
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 IR AR R L R
6.40 6.60 6.80 7.00
31 51 ‘ m/z 134.00 35.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
" '6.40 6.60 6.80 7.00
5000 m/z 66.00 23.83%

15 39 63 90104

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole S
132 6.40 6.60 6.80 7.00

m/z 69.10 14 _.31%

5000

104
66

o

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 : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 7.73 ng 1313040 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1675 (11.939 min): BF118580.D (-1670) (-) m/z 72.95 100.00%

5000

—

11.60 11.80 12.00 12.20
m/z 43.10 90.98%

0!

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
5000 L L L L LB I B |
11.60 11.80 12.00 12.20
0
157 1g5 213 256 m/z 60.00 83.47%
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 R e e e e RRREE
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 70.47%
185 228
97
ol 26 149166 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid L RBEEE e a
4 73 11.60 11.80 12.00 12.20
m/z 57.10 67.76%
5000 129

-

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\HPCHEM1\BNA F\DATA\BF011720\

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.72 4.13 ng 700630 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1808 (12.721 min): BF118580.D (-1804) (-) m/z 43.05 100.00%
4 78
57
5000 129
97 185 241 L AR
U5 1143157171 | 199213227 | o5 284 12.40 12.60 12.80 13.00
0 m/z 73.00 96.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000/ 28 284
12.40 12.60 12.80 13.00
m/z 60.00 79.80%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 AR A SRR
57 12.40 12.60 12.80 13.00
5000 129 m/z 57.05 76 .55%
29 87 185 228
101115 143157171 199,54
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ,MVMNMJ\W,MJ
Abundance #95855: Pentadecanoic acid B R e ma s St
43 o7 T8 12.40 12.60 12.80 13.00
m/z 55.00 71.47%
129
17 L«AJM_Jﬂhnw,Jﬂ
0 W’\/\/J\\J

T T
12.40 12.60 12.80 13.00

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 16.86 ng 2989080 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Cyclohexadecane 224 C16H32 000295-65-8 93
Abundance Scan 2007 (13.892 min): BF118580.D (-2003) (-) m/z 57.05 100.00%
o7
5000 111
139 13.60 13.80 14.00 14.20
o3 l Il ja 08,196 224 252 280 308 355 | n77 83.05 99.33%
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 LRI B B UL SR
13.60 13.80 14.00 14.20
2 m/z 43.05 93.21%
m/z--> 50 2éo 360 3%0
Abundance
55
o ' 13.60 13.80 14.00 14.20
5000 m/z 55.05 90.98%
29 111
o 139 168 195 224 252
m/z--> 55 160 150 200 2éo 300 3%0
Abundance #210517: 1-Heptacosanol P e
57 7 13.60 13.80 14.00 14.20
m/z 69.05 86.65%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378 N
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 13.60 13.80 14.00 14.20
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.22 2.17 ng 384154 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2063 (14.221 min): BF118580.D (-2058) (-) m/z 57.05 100.00%
57
5000 85
113 ' 14.00 14.20 14.40 14.60
3 141 169 207
I ..|..,I!...I,..!l. Airfrrobrebirrnto 249 281 821 | "m/z 71.10 74.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85
5000
14.00 14.20 14.40 14.60
m/z 43.10 62.07%
29 113
m/z--> 2'0 4'0 60 80 1c')o 120 14'10 1('30 180 200 220 240 260 280 300 32'0 34'10
Abundance
43
71 14.00 14.20 14.40 14.60
5000 m/z 85.10 51.57%
99
. 127 155 18300 225 253 295 337
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175558: Tetracosane e e N S RERS S e
57 14.00 14.20 14.40 14.60
m/z 41.00 24 _.73%
85
5000
113
39 | M 169 197 25 253 281 09 338
TTT[TTTIT[rTT |||| |||||||||||||||||||||||||||| |||||||||||||||||||||||||| —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
m/z--> 2'0 4'0 60 80 100 120 14'10 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 11
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.77 ng 667535 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 Sulfurous acid. dodecvyl 2-propvl... 292 C15H3203S 1000309-12-3 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2114 (14.521 min): BF118580.D (-2110) (-) m/z 57.05 100.00%
57
5000 A
S 14.20 14.40 14.60 14.80
127 . . . )
o ALLUL LT, 109 211 20028 325 sor e s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57
5000 U AR O B
mmmmmmmm
‘ m/z 43.10 69.44Y%
41
oh 2. \m\“\.%
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 85.05 50.95%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> §0 160 150 260 2%0 300 350 400 450 560 séo 660
Abundance #217413: Heptacosane, 1-chloro-
57 14.20 14.40 14.60 14.80
m/z 55.05 28.90%
5000
i .
0 27| Jq 127 183217 273303 343372 414
m/z--> §0 160 150 260 250 300 350 400 4%0 560 séo 660 1420 1440 1460 1480 '
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.83 4.98 ng 840107 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2166 (14.827 min): BF118580.D (-2164) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
113 14.60 14.80 15.00 15.20
141
ol 38 LU Ay, 241 160 107 225 253 282 309332357 | 7y 71.10 72, 05%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
14.60 14.80 15.00 15.20
29 m/z 43.10 64 .30%
0 \‘ il ‘\ H H u‘ 3 141 169 197 225 268
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance
57
o "' 14.60 14.80 15.00 15.20
5000 m/z 85.10 53.91%
29
0 13 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 41.10 21.69%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.17 5.47 ng 922548 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2224 (15.168 min): BF118580.D (-2221) (-) m/z 57.10 100.00%
57
5000 85
113 14.80 15.00 15.20 15.40
141
ol 3 Ll L AT M 169 107 225 253 283 300 s67  a0L | pTSTYG 73710
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 43.10 68.39%
113
0 \‘ “ ‘\ H\ I u‘ ! 141 169 197 225 268
m/z--> 55 160 1éo 260 250 300 350 400
Abundance
57
g5 14.80 15.00 15.20 1540
5000 m/z 85.10 50.56%
29
. 113 141 169 197 240
miz-> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 23.01%
5000 85
. %gw | L4 113141 169 197 225 253 295 323 367
m/z--> 55 160 1éo 260 250 360 350 400 1480 1500 1520 1520 '
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 9
R.T. EstConc Area Relative to ISTD R.T.
16.01 4.19 ng 705842 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2367 (16.009 min): BF118580.D (-2361) (-) m/z 57.05 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
113 15.60 15.80 16.00 16.20 16.40
141 169
I — l| L=y a7 197 225 288 295 34l “m/z 71.10  72.55%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.60 15.80 16.00 16.20 16.40
m/z 43.05 60.19%
29‘ ‘ 18 1
Ol A7 747 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 52.04%
0 38 13 141 169 197 239 57 204 323 352
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 22.67%
5000 85
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> % 1m 1% 2& 250 3& 3% 1%mmmmmwmmo
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Library Search Compound Report

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

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.05 3.43 ng 578787 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 Cvclopentadecane 210 C15H30 000295-48-7 74
3 Isoheptadecanol 256 C17H360 057289-07-3 72
4 Fumaric acid. 3.5-difluorophenvl... 424 C24H34F204 1000339-37-9 64
5 1-Hexadecanol 242 C16H340 036653-82-4 62
Abundance Scan 2374 (16.051 min): BF118580.D (-2370) (-) m/z 83.10 100.00%
55
5000 11 A\M\*J\M,WA_/j\uxxww_,w,v_/\
U SRR SRR SO B
139 147 15.80 16.00 16.20 16.40
o 195 222 21 22 327 3% m/z 97.10  95.92%

m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosano
57 97
5000 LA B L L L L L LB
125 15.80 16.00 16.20 16.40
m/z 69.10 86.75%
29
ol 1 ‘\‘h 193,181 209 236 264 202 320 350 378
i T T
m/z--> 50 100 150 200 250 300 350
Abundance
55
83 IIIIIIIIIIIIIIIIIIIIIII
15.80 16.00 16.20 16.40
5000 m/z 55.00 83.60%
29 111
139 182 210
o — L
m/z--> 50 100 150 200 250 300 350
Abundance #107661: Isoheptadecanol B m B I O e
57 83 15.80 16.00 16.20 16.40
m/z 57.10 78.66%
5000 11
29
L L e
oL d|‘ | H‘tJlnln“ N | | |
o+ rrr+rrrp Ty rr T T _'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_
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\BF011720\

Data File : BF118580.D

Aca On - 18 Jan 2020 1:33

Operator : JU

ﬁ?ggle : L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF011720_.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 13
R.T. EstConc Area Relative to ISTD R.T.
16.52 2.31 ng 389498 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2454 (16.521 min): BF118580.D (-2449) (-) m/z 57.05 100.00%
57
5000
BN BN A SRR
113 16.20 16.40 16.60 16.80
141 169
0 ....|,....|....,....,2.“..23.9,..2?‘2],.:?2.6.3,5.7...,..42]9. m/z 71.10 73.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 R AR LA B R
mmmmmmmm
m/z 43.10 63.11%
oL ‘,‘ ‘\ i h\ LM ‘1?9 a5z 2
m/z--> 100 150 200 250 300 350 400
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 52.42%
. 29 113 141 169 197 205 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #141426: Heneicosane e B RAREama
57 16.20 16.40 16.60 16.80
m/z 55.05 21.79%
85
5000 jkL\UMN“Mvr\kaxw\_w\M*v\*u
29 113
oL |1, J 141 169 197 225 253 296
m/z--> % 1m ﬁo M 250 ﬁo @ 4& mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF118580.D

Acq On : 18 Jan 2020 1:33

Operator : JU

3?22'6 - L1173-02 0053-DECANT-H20-COMP-5
ALS Vial : 21 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... 2.16 70.9 ng 7534620 1 6.89 2124160 20.0
2-Pentanone, 4-hy... 5.10 6.1 ng 644011 1 6.89 2124160 20.0
unknown6 .66 6.66 91.0 ng 9665480 1 6.89 2124160 20.0
n-Hexadecanoic acid 11.94 7.7 ng 1313040 4 11.41 3396700 20.0
Octadecanoic acid 12.72 4.1 ng 700630 4 11.41 3396700 20.0
1-Heneicosanol 13.89 16.9 ng 2989080 5 14.04 3545580 20.0
Heneicosane 14.22 2.2 ng 384154 5 14.04 3545580 20.0
Eicosane 14 .52 3.8 ng 667535 5 14.04 3545580 20.0
Nonadecane 14.83 5.0 ng 840107 6 15.52 3371280 20.0
Heptadecane 15.17 5.5 ng 922548 6 15.52 3371280 20.0
Hexacosane 16.01 4.2 ng 705842 6 15.52 3371280 20.0
1-Heptacosanol 16.05 3.4 ng 578787 6 15.52 3371280 20.0
Tetratetracontane 16.52 2.3 ng 389498 6 15.52 3371280 20.0
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