LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\
Data File : BF112850.D
Aca On - 5 Mar 2019 12:44 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (1704-01 PST-028-B106-022719
ALS Vial : 4 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-BF022719.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 5.357 551 556 559 rBY 3704592 3843252 86.39% 9.275%
2 6.381 725 730 733 rBVY 3571918 4115984 92.52% 9.933%
3 6.516 748 753 756 rBVY 4292269 4115714 92.52% 9.933%
4 6.745 788 792 795 rBVY 1240821 1015725 22.83% 2.451%
5 6.904 814 819 822 rBVY 3517948 3209851 72.16% 7.747%
6 7.304 882 887 890 rBVY 2615907 2559172 57 .53% 6.176%
7 8.027 1006 1010 1024 rBV 1239325 1270892 28.57% 3.067%
8 9.104 1188 1193 1196 rBvV 4718840 4448549 100.00% 10.736%
9 9.492 1255 1259 1271 rVB 263691 254074 5.71% 0.613%
10 9.774 1303 1307 1321 rVB 1551670 1388323 31.21% 3.351%

11 10.557 1436 1440 1452 rBV 2644660 2798888 62.92% 6.755%
12 11.004 1512 1516 1522 rVB 142625 185170 4.16% 0.447%
13 11.251 1555 1558 1566 rBV 1357123 1359997 30.57% 3.282%
14 11.792 1646 1650 1658 rBV 588393 811952 18.25% 1.960%
15 11.851 1658 1660 1665 rVB3 73952 97232 2.19% 0.235%

16 12.574 1780 1783 1797 rVB 589298 1043456 23.46% 2.518%
17 12.839 1823 1828 1831 rBV 3873030 3718061 83.58% 8.973%
18 13.739 1977 1981 1987 rBV 595888 723418 16.26% 1.746%
19 13.880 2001 2005 2012 rVB 1260360 1244308 27.97% 3.003%
20 14.062 2034 2036 2047 rVB 117907 222025 4._.99% 0.536%

21 14.368 2085 2088 2094 rBV2 181312 244867 5.50% 0.591%
22 14.662 2135 2138 2145 rVB 171903 225839 5.08% 0.545%
23 14.733 2147 2150 2152 rBV 93647 115223 2.59% 0.278%
24 14.986 2189 2193 2195 rBV 173730 226591 5.09% 0.547%
25 15.292 2240 2245 2250 rBV 973865 1165095 26.19% 2.812%

26 15.339 2250 2253 2267 rVB 212801 385130 8.66% 0.929%
27 15.745 2319 2322 2327 rVB 189293 266096 5.98% 0.642%

28 15.798 2327 2331 2338 rVB2 134805 230650 5.18% 0.557%
29 16.221 2399 2403 2407 rBV 90258 150556 3.38% 0.363%

Sum of corrected areas: 41436090
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112850.D

Aca On : 5 Mar 2019 12:44

Operator : JU/SJ

Sample : K1704-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

PST-028-B106-022719

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF112850.D
6.52
4000000
5.36 6.38 6.90
3000000
7.30
2000000
6.75

1000000
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: BF112850.D

9|10
4000000 12.84
3000000
10.56
2000000
9.1 11.25
8.03 y
1000000
11.79 12.57
9.49 K_
11.00 .85
) N | GO | | G | S — 1——J e e LT',”T“.'/.~

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: BF112850.D

4000000

3000000

2000000

1000000

r ¥ ———

Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.52 Concentration Rank 1

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

6.52 81.04 ng 4115710 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (6.522 min): BF112850.D (-748) (-) m/z 132.00 100.00%
32
5000
68
—
40 75 103 6.20 6.40 6.60 6.80
Ob e A 20 BT R 87 193 ws Wl m/z 134.00  33.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENRASERARSE SRRRE LARRE
6.20 6.40 6.60 6.80
0
3 4 5 78 m/z 68.00 33.75%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR NARSE SRR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 22.33%
41 97
‘ 53 2 117
-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘n‘.--‘-‘-‘.‘---E-‘?--‘--.FF'-S-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e B B A
132 6.20 6.40 6.60 6.80
m/z 96.00 13.06%
117
5000
39 91
51 65
G A VA S B 1 Y PO | SN
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
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 n-Dodecyl methacrylate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.72 ng 185170 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid. 2-methvl-., dec... 226 C14H2602 003179-47-3 86
3 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 58
4 Cvclopentane. 1-butvl-2-propvl- 168 C12H24 062199-50-2 52
5 Cyclopentane, (3-methylbutyl)- 140 C10H20 001005-68-1 52
Abundance Scan 1515 (10.998 min): BF112850.D (-1512) (-) m/z 69.00 100.00%
5000 ,,A,A~,M~,»~AMW_NA¢A~AJH
LRI SRR SN
140 168 10.60 10.80 11.00 11.20 11.40
123 162 136207 m/z 41.00  80.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #105675: n-Dodecyl methacrylate
4
69
5000 55 87 UM B SR B
10,60 10.80 11.00 11.20 11.40
m/z 87.00 76 .00%
8 11 15 140 168
m/z--> 20 40 60 80 100 150 140 160 180 200 '
Abundance #82820: 2-Propenoic acid, 2-methyl-, decyl ester
41 69
87
10.60 10.80 11.00 11.20 11.40
5000 55 m/z 55.00 48 _.35%
8 111
AL .?\I e MOuss MLJ
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #129373: Methacrylic acid, tetradecy! ester N e o
69 87 10.60 10.80 11.00 11.20 11.40
a1 m/z 43.00 45_.61%
55
5000
29 ‘ % 11 '/\JW/LWM
125
,....,....,....,....,....,...}?9.1?§,}§§%7?..}?§. ?}?, R e R o R
m/z--> 20 40 60 80 100 120 140 160 180 200 10,60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.79 11.94 ng 811952 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1650 (11.792 min): BF112850.D (-1646) (-) m/z 73.00 100.00%
73
5000 129 JK\~_
157185213 0 1120 1180 1900 1990
1 1l i l 256 530 11.40 11.60 11.80 12.00 12.20
S B . m/z 43.00 94_48%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid b
5000 N BRI SRR DU B

11. 40 11. 60 11. 80 12. OO 12. 20
0,
157165213 256 m/z 60.00 85.40%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid

ﬁ%

11.40 11.60 11.80 12.00 12.20
m/z 57.00 75.15%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72648: Tridecanoic acid B R B
73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 69.46%

ik

5000
129

I
50 100 150 200 250 300 350 400 450 500 11. 40 11. 60 11. 80 12. OO 12. 20

171 514

[

T

4o

1= N
w
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.57 16.77 ng 1043460 Chrysene-di12 13.88
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 81

Abundance Scan 1782 (12.568 min): BF112850.D (-1780) (-) m/z 43.00 100.00%

5000

12.20 12.40 12.60 12.80
m/z 72.95  81.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid

%

5000

12.I20 12.I40 12!60 12.I80
m/z 57.00  77.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid

B
&
~
®

12.20 12.40 12.60 12.80
5000 256 m/z 59.90 73.74%

21
157185

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #95851: Pentadecanoic acid
43 73 12.20 12.40 12.60 12.80
m/z 41.00 67 .42%
5000 129
199
101 157 242

15

ERRE R R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.74 11.63 ng 723418 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Cvcloeicosane 280 C20H40 000296-56-0 93
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1981 (13.739 min): BF112850.D (-1977) (-) m/z 57.00 100.00%

57 83

5000

:

13.40 13.60 13.80 14.00
m/z 55.00 95.40%

31 50 182 210227 248 280
S NS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

)
i~
[e'e]
w

13.40 13.60 13.80 14.00
m/z 43.00 91.75%

5000

29

Lol 167 195 222 250266 308 336
ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57 83

i

13.40 13.60 13.80 14.00
5000 m/z 83.00 87.18%

167 196 222 266 294 320340
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #127768: Cycloeicosane B i s o T
55 13.40 13.60 13.80 14.00
83 m/z 97.00 80.63%
5000
29 111
\ | h 1‘139 168 106 224 252 280
T

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Sulfurous acid, 2-propyl tr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.06 3.57 ng 222025 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 64
2 Tritetracontane 605 C43H88 007098-21-7 53
3 Tetradecane 198 C14H30 000629-59-4 52
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 38
5 Sulfurous acid, pentyl tetradecy... 348 C19H4003S 1000309-14-7 35
Abundance Scan 2036 (14.062 min): BF112850.D (-2034) (-) m/z 57.00 100.00%
5000
By 106 297 13.80 14.00 14.20 14.40
RE ..”,”r.-"-“:'mn”.“.”,”.w.”.,”.w.”.“.”,” m/z 71.00 70.38%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149373: Sulfurous acid, 2-propy! tridecyl ester
43
5000 85 L UL B UL I
13.80 14.00 14.20 14.40
m/z 43.00 62.63%
. 125 182217
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
13.80 14.00 14.20 14,40
5000 m/z 85.05 61.12%
97

I 141 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #59880: Tetradecane B EERR Bam e L
57 13.80 14.00 14.20 14.40
m/z 41.00 23.62%
5000
|5,
L B o e B B e e R EEREE e A R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Sulfurous acid, octadecyl 2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .37 3.94 ng 244867 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 83
3 Dodecane 170 C12H26 000112-40-3 70
4 Heptadecane 240 C17H36 000629-78-7 70
5 Undecane 156 C11H24 001120-21-4 70
Abundance Scan 2088 (14.368 min): BF112850.D (-2085) (-) m/z 57.00 100.00%
57
5000
% Ht 14.00 14.20 14.40 14.60
3 141 - - : -
L AL tiso 180 211 200 275 s o e G0t g o
miz--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
a3
5000 L S U B UG
14.00 14.20 14.40 14.60
m/z 71.00 60.50%
2 | [| h (155 183 224 253
miz--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57
14.00 14.20 14.40 14.60
5000 m/z 55.00 43.49%
29
Ll 11 148168 106 2H
miz--> 55 100 150 200 250 300 350
Abundance #38316: Dodecane A BT o e
43 14.00 14.20 14.40 14.60
m/z 85.00 40.63%
71
5000
NERBENTEE
mz-> 50 100 150 200 250 300 350 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 10
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.88 ng 225839 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
4 Docosane 310 C22H46 000629-97-0 78
5 Octadecane 254 C18H38 000593-45-3 78
Abundance Scan 2138 (14.662 min): BF112850.D (-2135) (-) m/z 57.00 100.00%
7
5000 85
141 14.40 14.60 14.80 15.00
A 1| Lua169 208234261 201 410 g 71.00  63.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
7
5000 L I B SULR U
14.40 14.60 14.80 15.00
m/z 43.00 59.28%
\ 118 141 169 197 225 253 282
m/z--> 150 260 250 300 3%0 460
Abundance #141426: Heneicosane
57
o 1440 14.60 14.80 15.00
5000 m/z 85.00 51.35%
29 113
UL 7,241 160 197 225 253 296
m/z--> 55 160 1éo 200 250 360 3%0 460
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- B EERR Bam e L
57 14.40 14.60 14.80 15.00
m/z 55.00 21.34%
5000 85
113 211
m/z--> 50 100 150 200 250 300 350 400 14.40 1460 1480 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.99 3.89 ng 226591 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2194 (14.992 min): BF112850.D (-2189) (-) m/z 57.00 100.00%
57
5000 85
3 \ 141 169 233 14.60 14.80 15.00 15.20 15.40
i .ll.l\ L A, 230 292211 l .2.7? 28— m/z 71.00 54.97%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 R SRR ORI DR B
mmmmmmmmmm
113 m/z 43.00 52.85%
290 | | | ﬂ L 169189 211 239 267 295 323 352
m/z--> 56 100 150 200 2%0 360 3%0
Abundance #194494: Hexacosane
57
14,60 14.80 15.00 15.20 15.40
5000 g5 m/z 85.00 48 .98%
299 | | || (141 169 197 225 253 205 366
m/z--> 56 100 150 260 2%0 360 3%0
Abundance #141426: Heneicosane A B R e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 28.81%
85
5000
29 113
2L BB 160 107 s g 206
m/z--> % @ @ @ 250 ﬁ @ mmmmmmmmmm
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
BF112850.D
5 Mar 2019 12:44
Ju/sJ
K1704-01

4 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

12 Octadecyl trifluoroacetate

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.80 3.96 ng 230650 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 95
2 Octacosanol 410 C28H580 000557-61-9 95
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 95
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 95
5 n-Tetracosanol- 354 C24H500 000506-51-4 95

Abundance Scan 2331 (15.798 min): BF112850.D (-2327) (-) m/z 57.00 100.00%
57 97
5000
153 180 209231 15.40 15.60 15.80 16.00 16.20
L 264,289 m/z 55.00 82.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000 AR BRI BN BRI B
mmmmmmmmmm
29 125 m/z 43.00 81.56%
Ll | L ,154 182 224 252 297 338348
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance #215904: Octacosanol
57
97 TTTTTTTTT T T T T T T T
15.40 15.60 15.80 16.00 16.20
5000 m/z 97.00 79.19%
125
29 ‘ ‘ 153
L bk 181 209 236 264 292 322 364 392
m/z--> éo 160 150 200 250 300 350 460
Abundance #217811: Pentafluoropropionic acid, octadecy! ester L o e o RS
57 15.40 15.60 15.80 16.00 16.20
97 m/z 83.00 70.27%
5000
125
29
Ll ‘ I \‘L |13 182902224 252 207 398
m/z--> éo 160 1éo 200 250 360 3%0 460 1540 1560 1580 1600 1620

8270-BF022719.

M Wed Mar 06 16:50:14 2019

PST-028-B106-022719
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112850.D

Aca On - 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.58 ng 150556 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 2403 (16.221 min): BF112850.D (-2399) (-) m/z 57.00 100.00%
g7
5000 85 /L\k¢,~\vj4kvj\\bw&wjyf\\mﬁk
113 "' 16.00 16.20 16.40 16.60
141 169
L Lyt 100003 220280 289 h7771.00  67.71%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L BRI BN BRI B
16. oo 16 20 16. 40 16. 60
m/z 43.00 60.45%
29 113
LU L 260 107 225 253 296
m/z--> 50 100 1%0 260 250 360 3éo '
Abundance #209565: Octacosane
57
"' 16.00 16.20 16.40 16.60
5000 85 m/z 85.00 50.13%
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #94346: Heptadecane LI L L BN B
57 16.00 16.20 16.40 16.60
m/z 55.00 27 .02%
85
5000
29
m/z--> 55 100 1%0 260 250 300 3éo ' 1600 1620 1640 1660
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\

Data File : BF112850.D

Acq On : 5 Mar 2019 12:44

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .52 6.52 81.0 ng 4115710 1 6.75 1015730 20.0
n-Dodecyl methacr... 11.00 2.7 ng 185170 4 11.25 1360000 20.0
n-Hexadecanoic acid 11.79 11.9 ng 811952 4 11.25 1360000 20.0
Octadecanoic acid 12.57 16.8 ng 1043460 5 13.88 1244310 20.0
n-Tetracosanol-1 13.74 11.6 ng 723418 5 13.88 1244310 20.0
Sulfurous acid, 2... 14.06 3.6 ng 222025 5 13.88 1244310 20.0
Sulfurous acid, o... 14.37 3.9 ng 244867 5 13.88 1244310 20.0
Eicosane 14.66 3.9 ng 225839 6 15.29 1165100 20.0
Pentacosane 14.99 3.9 ng 226591 6 15.29 1165100 20.0
Octadecyl trifluo... 15.80 4.0 ng 230650 6 15.29 1165100 20.0
Heneicosane 16.22 2.6 ng 150556 6 15.29 1165100 20.0
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