LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 4.931 436 441 448 rBV 116709 145356 3.82% 0.220%
2 5.348 507 512 524 rBV 3424771 3649066 95.85% 5.514%
3 6.366 680 685 688 rBY 3650412 3685973 96.82% 5.570%
4 6.501 704 708 712 rBVY 3683721 3737937 98.18% 5.648%
5 6.572 716 720 732 rVB 94783 112239 2.95% 0.170%
6 6.737 744 748 752 rBVY 1764000 1407920 36.98% 2.127%
7 6.895 771 775 778 rBVY 3154844 2807652 73.75% 4.242%
8 7.295 838 843 846 rBY 2427444 2343609 61.56% 3.541%
9 8.019 962 966 969 rBY 1950516 1752425 46.03% 2.648%
10 9.089 1144 1148 1152 rBV 4066421 3807187 100.00% 5.753%
11 9.219 1167 1170 1173 rBV 51163 43146 1.13% 0.065%
12 9.483 1211 1215 1218 rBV 1446307 1127635 29.62% 1.704%
13 9.589 1227 1233 1237 rBv4 39111 47317 1.24% 0.071%
14 9.766 1259 1263 1267 rVB 2185019 1802553 47 .35% 2.724%
15 9.972 1295 1298 1306 rVB3 36736 50670 1.33% 0.077%
16 10.372 1357 1366 1373 rBvV 40318 91255 2.40% 0.138%
17 10.548 1392 1396 1399 rBVY 2482558 2182147 57 .32% 3.297%
18 10.636 1408 1411 1416 rBvV2 54428 67089 1.76% 0.101%

19 11.242 1510 1514 1517 rBV 2056699 1652231 43.40% 2.497%
20 11.783 1601 1606 1615 rBV 1032106 1258903 33.07% 1.902%

21 11.889 1616 1624 1639 rVB 317470 1090101 28.63% 1.647%
22 12.566 1734 1739 1751 rVB 626005 804527 21.13% 1.216%
23 12.824 1776 1783 1786 rBV 3825179 3384790 88.91% 5.114%
24 12.930 1794 1801 1809 rBV 902120 1922789 50.50% 2.905%
25 13.642 1915 1922 1931 rBV 1583578 3005100 78.93% 4.541%

26 13.736 1935 1938 1946 rVvVv 296859 382108 10.04% 0.577%
27 13.865 1956 1960 1963 rBV 1995536 1734424 45.56% 2.621%
28 14.054 1990 1992 1999 rVB 156854 205061 5.39% 0.310%
29 14.212 2012 2019 2025 rBV 2344927 3749281 98.48% 5.665%
30 14.360 2041 2044 2050 rVB 344031 331676 8.71% 0.501%

31 14.512 2068 2070 2075 rVB 93930 101105 2.66% 0.153%
32 14.654 2090 2094 2096 rBV 554678 640864 16.83% 0.968%
33 14.695 2096 2101 2105 rVV 2450778 3660114 96.14% 5.531%
34 14.742 2105 2109 2116 rVB3 251272 583506 15.33% 0.882%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.977 2144 2149 2152 rBV 798517 935755 24 .58% 1.414%

36 15.212 2183 2189 2195 rBV 1650979 2802891 73.62% 4_.235%
37 15.277 2195 2200 2203 rVV 1538915 1887874 49.59% 2.853%
38 15.336 2205 2210 2218 rVB 825262 1121492 29.46% 1.695%
39 15.742 2274 2279 2284 rBV 615595 956300 25.12% 1.445%
40 15.807 2284 2290 2298 rVB 909296 1800331 47.29%% 2.720%

41 16.183 2347 2354 2356 rBV4 316470 706340 18.55% 1.067%
42 16.489 2400 2406 2415 rVB 432547 1005849 26.42% 1.520%
43 18.412 2724 2733 2747 rVB3 457301 1595733 41.91% 2.411%

Sum of corrected areas: 66180321
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090618\

BF108827.D
6 Sep 2018 17:04
JussJ
J4801-01
5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 53.10 ng 3737940 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 708 (6.501 min): BF108827.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 L o J "6k0 640 650 680
01 B e e T m/z 68.10 45_15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IESE RN BRREE SLEEE AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.71%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 28.30%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.33%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| B
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 15.24 ng 1258900 Phenanthrene-d10 11.24
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 87
Abundance Scan 1605 (11.777 min): BF108827.D (-1601) (-) m/z 73.00 100.00%
430 730
5000 {
129.1
97.1
1571 1851 2132 o 11.40 11.60 11.80 12.00
0 m/z 43.05 88.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 DR DU SRR R B
83.0 11.40 11. 60 1180 12.00
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  78.08%
A
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73.0
11.40 11.60 11.80 12.00
5000 43.0 129.0 m/z 57.10 66.91%
185.0
97.0 228.0
\‘ L L 1870,
0”"””"\””1” .‘l‘.‘. ""'hl‘ .‘. |..‘..|.... P R R M— ....|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R B
43.0 |, 73.0 11.40 11.60 11.80 12.00
m/z 41.10 65.58%
5000 129.0 *J/L'
0l15.0 |
IIII""IIII TprrrTyTTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.89 13.20 ng 1090100 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 1624 (11.889 min): BF108827.D (-1616) (-) m/z 57.10 100.00%
51.1
5000 ~__vhw_,_Ab/\\_~__,M~dV,
st 11,60 11.80 12,00 12.20
1412 . . . .
oL ,I.A. A, l| 832 252 2631 | m/z 71.10 74.82%
m/z--> 50 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 R B B BN B
11. 60 11. 80 12. 00 12 20
99.0 m/z 43.10 60.53%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #184946: Hexadecane, 1-iodo-
57.0
11,60 11.80 12,00 12.20
5000 m/z 85.10 54 _.21%
99.0 225.0
270 Ll ) M0 ge0 ] 352.0
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #141433: Pentadecane, 8-hexyl- EEAEEEEE R e
43.0 11.60 11.80 12.00 12.20
m/z 41.10 19.15%
5000 85.0 ‘—,L
196.0
N e 1670 | 22502540 294.0
m/z--> % @ m M @ ﬁ @ ' nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 16
R.T. EstConc Area Relative to ISTD R.T.
12.57 9.28 ng 804527 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1740 (12.571 min): BF108827.D (-1734) (-) m/z 73.00 100.00%

43.0 73.0

5000

:

185.1 241.2

12.20 12.40 12.60 12.80
m/z 43.05  93.25%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

d

5000

12.20 12.40 12.60 12.80
m/z 60.00  79.74%

04
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
R ARRnESe e
12.20 12.40 12.60 12.80
5000 129.0 m/z 57.10 77.01%
199.0 242.0
el
o O
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester =TT T
43.0 12.20 12.40 12.60 12.80
m/z 55.10 72.41%
73.0
129.0
185.0213.0241.0
oL L | BT | a0 spo | e N -
m/z--> 50 O 150 200 250 300 350 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.93 22.17 ng 1922790 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80

Abundance Scan 1801 (12.930 min): BF108827.D (-1794) (-) m/z 57.05 100.00%

57.0
5000

99.1
12 60 12.80 13.00 13.20

ﬂ | }41 1 1832 2252 2811

] S B m/z 71.10 73.20%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 ‘_‘-j-\\----------------|

12.60 12.80 13.00 13.20
99.0 m/z 43.10 61.44%

410
0.2.7.r.°‘,..1...1-1r" 0830 g0 w20
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

57.0

12 60 12. 80 13.00 13.20

5000 m/z 85.10 54 .42%
99.0
o219 | ) J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 12.60 12.80 13.00 13.20

m/z 55.05 20.43%

5000
99.0
27,0 | | 141.0 1830 225.0 281.0 337.0 394.0

ol e e e e A

m/z--> 50 100 150 200 250 300 350 12 60 12. 80 13. 00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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

Heneicosane, 11-(l1-ethylpro...

Concentration Rank 5

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

13.64 34.65 ng 3005100 Chrysene-di12 13.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(l1l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 1922 (13.642 min): BF108827.D (-1915) (-) m/z 57.10 100.00%
57.1
5000
I %l 13.40 13.60 13.80 14.00
1412 1832 : : : -
o] A ll Loy 1832 2253 2813 8233 m/z 71.10 74.19%
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000
85.0 13.40 13.60 13.80 14.00
m/z 43.05 61.48%
ol d bl || 112701 169.0 2250 266.02950 337.0
ik : T e e S S ey
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
AR e
13.40 13.60 13.80 14.00
5000 m/z 85.10 54 _.32%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
e e e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 13.40 13.60 13.80 14.00
m/z 55.10 22.07%
5000
99.0
ol | |l |, 1410 1830 2250 267.0 309.0  367.0
e e e o L e e T e
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptadecyl heptafluorobutyrate Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.74 4.41 ng 382108 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 1l-Hexadecanol 242 C16H340 036653-82-4 87
4 Octacosanol 410 C28H580 000557-61-9 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 1939 (13.742 min): BF108827.D (-1935) (-) m/z 57.10 100.00%
57.1
97.1
5000
149.1 13.40 13.60 13.80 14.00
ol Aol 2091 2671 8862 | /7 43.05  88.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
13.40 13.60 13.80 14.00
m/z 83.10 70.74%
) 2610 0169.0,0, 5 2380 o0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
510 970
13.40 13.60 13.80 14.00
5000 m/z 55.05 70.34%
0l26,0, : ‘ { \ i 0‘ 182.0 2220 266.0 3110 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #95987: 1-Hexadecanol L B A E M et
55.0 13.40 13.60 13.80 14.00
97.0 m/z 71.10 69.36%
5000
L } ‘ | | pa00 1960
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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, 10-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.21 43.23 ng 3749280 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2019 (14.212 min): BF108827.D (-2012) (-) m/z 57.10 100.00%
57.1
5000
st 13.80 14.00 14.20 14.40 14.60
141.2 - - - - -
ol l| L 832 2252 2673 3094 3514 3934 nso7 71 10 73.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000
13.80 14.00 14.20 14.40 14.60
‘ 9.0 m/z 43.05 60.91%
: 154.0
0 ,],Jd,h.wmzwowm
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 55.12%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane
57.0 13.80 14.00 14.20 14.40 14.60
m/z 55.05 21.81%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .65 6.79 ng 640864 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 68
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2093 (14.648 min): BF108827.D (-2090) (-) m/z 57.10 100.00%
57.1
5000
9.0 14.40 14.60 14.80 15.00
141 0 : : :
) - | ,]. | g 2410 1832 2252 26520062 33712 3803 | i 7110 72.07%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000

14.40 14.60 14.80 15.00
m/z 43.10 64.97%

2710 99.0
L7 || L | 110 1830 2250 26602960
R T
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
T T T T T
14.40 14.60 14.80 15.00
5000 m/z 85.10 51.08%
27,0 %0 1410
0 } J | 1 183.0 225.0 267.0 323.0 380.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0 14.40 14.60 14.80 15.00
m/z 55.10 20.47%
5000
99.0
0 27,0 I i 141.0 1830 2250 281.0 337.0 394.0
e e e e e T R REERE RS R
m/iz--> 0 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 38.78 ng 3660110 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2100 (14.689 min): BF108827.D (-2096) (-) m/z 57.10 100.00%
57.1
5000
el 14.40 14.60 14.80 15.00
1412 : : : :
ol , “ L 1832 22212533 2952 337.3 3794 | sz 71.10  73.73%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 85.0

14.40 14.60 14.80 15.00
m/z 43.10 59.15%

127 0 196.0
o e 4 P20 1y 2300 2800
———tty T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
T T T T
14.40 14.60 14.80 15.00
5000 m/z 85.10 53.95%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0 14.40 14.60 14.80 15.00
m/z 55.10 21.54%
5000
9.0 154.0
0 N J ) 197.0 239.0 2810
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknownl4.74 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.74 6.18 ng 583506 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanedinitrile 248 C16H28N2 006812-44-8 32
2 4.4-Dimethvl-oct-5-enal 154 C10H180 1000143-73-6 10
3 Ethane. 2.2-dichloro-1.1.1-trifl... 152 C2HCI2F3 000306-83-2 10
4 3a.7a-Epoxv-1H-inden-4(5H)-one. ... 152 C9H1202 039746-31-1 10
5 3-(But-3-enyl)-cyclohexanone 152 C10H160 003636-03-1 10

Abundance Scan 2109 (14.742 min): BF108827.D (-2105) (-) m/z 97.10 100.00%

A1

5000
394.3

:

14.40 14.60 14.80 15.00
m/z 83.10 85.14%

711971 235.1

04
m/z--> 50 100 150 200 250 300 350
Abundance #100851: Hexadecanedinitrile

3

5000 410 T[T I T[T rr[rrrrprrror
: 14.40 14.60 14.80 15.00
m/z 43.10 73.93%
38.0
oLt L B g0 20
m/z--> 50 100 150 200 250 300 350
Abundance #26704: 4,4-Dimethyl-oct-5-enal
55.0
N AR R EaEE
97.0 14.40 14.60 14.80 15.00
5000 m/z 55.10 68.90%
R I O =
m/z--> 50 100 150 200 250 300 350
Abundance #25464: Ethane, 2,2-dichloro-1,1,1-trifluoro- A Bamas R
83.0 14.40 14.60 14.80 15.00
m/z 135.10 68.74%
1 »,mM¢MwawMMm/A\vf\fwu~»vwﬁ«W
l J 133.0
ob— ﬂJ!u..ﬂ‘. N S —
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.98 9.91 ng 935755 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2149 (14.977 min): BF108827.D (-2144) (-) m/z 57.10 100.00%
57.1
5000
%00 14.60 14.80 15.00 15.20
141 1 - : - :
ol ,I 1| b 7o 1832 2251 26622981 3373 3782 | ns7 71.10  75.76%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.10 60.74%
. 27}0‘\ | | I| | 10 1830 2250 267.0296.0
m/z--> §0 100 1%0 260 2éo 360 3éo '
Abundance #175558: Tetracosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 55.99%
99.0
m/z--> éo 100 1%0 260 250 300 3éo '
Abundance #202264: Octadecane, 1-iodo-
57.0 14.60 14.80 15.00 15.20
m/z 55.10 20.79%
5000
270 99.0
L i [, 1550 1970 2530
m/z--> §0 160 1%0 260 250 360 3éo ' 1460 1480 1500 1520 '

8270-BF090518_.M Fri Sep 07 11:56:10 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptadecane, 9-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.21 29.69 ng 2802890 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2189 (15.212 min): BF108827.D (-2183) (-) m/z 57.10 100.00%
57.1
o k_/ij\\“
%4 14:80 15.00 15.20 15.40 15.60
141.2 - - : - -
ol .l, § .1.|| L7 183221822521 2053 3514 3934 | s 7110 75.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 A AR AR AR DA B
14,80 15.00 15.20 15.40 15.60
99.0 m/z 43.10 58.08%
oL.2elof | |l | .| )] 141.0 183.0 225.0 296.0
m/z--> 50 100 1éo ' 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43.0
14:80 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 55.81%
oL Ly 1270 1600 21?'0 2670 3230
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #194493: Hexacosane N B e o B e e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.10 21.72%
5000
99.0
ol 1A L h iy 141.0 1830 225.0 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40 15.60

8270-BF090518_.M Fri Sep 07 11:56:11 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 15 Eicosane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.34 11.88 ng 1121490 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2211 (15.342 min): BF108827.D (-2205) (-) m/z 57.10 100.00%
1
5000
st 15.00 15.20 15.40 15.60
141.1 : : . :
o 183.1 2391 2952 337.2 379.3 n/z 71.10 24 1%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
5000
15.00 15.20 15.40 15.60
99.0 m/z 43.10 59.97%
L1 ll a }49 1830 2250 2670 30
m/z--> 55 150 200 250 300 3éo 400
Abundance #141426: Heneicosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 58.19%
99.0
. 27|o‘ gy J L 2410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3éo 400
Abundance #209566: Octacosane
57.0 15.00 15.20 15.40 15.60
m/z 55.05 20.64%
5000
99.0
o 27‘0‘ J‘ 1 , 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 1%0 200 250 300 350 400 1500 1520 1540 1§60 '

8270-BF090518_.M Fri Sep 07 11:56:12 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 16 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.74 10.13 ng 956300 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2279 (15.742 min): BF108827.D (-2274) (-) m/z 57.10 100.00%
57.1
85.1
5000
27. 15.40 15.60 15.80 16.00
169.1
o | ,I J] i o192 23922681 305033613651 | sz 71,10 75.17%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 R DA DU AR U
15.40 15.60 15.80 16.00
\ 270 m/z 43.10 62.38%
oL 2oL LA A JTS dep0 o oo
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 15.40 15.60 15.80 16.00
5000 ' m/z 85.10 55.06%
o ZHOJ L P30 1690 2110 2530 2960
m/z--> 50 160 1éo 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.18%
5000 85.0
o L“]jjnwlmommm%%mm 352.0
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 17 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.81 19.07 ng 1800330 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90

Abundance Scan 2291 (15.812 min): BF108827.D (-2284) (-) m/z 57.10 100.00%
57.1
5000
s 15.40 15.60 15.80 16.00 16.20
141.1 : : . : :
ol ,I. L 24, 18322170 25332861 3242 sesaze2 | o ST g 73 330
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57.0
5000 R DU B DR BN
15. 40 15. 60 15. 80 16 00 16. 20
99.0 m/z 43.10 55.14%
0260 | L II || |141 -0 183 0 226 0
m/z--> éo 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 54 _.19%
99.0
OMHJ H|M@1%onw2mom% 3mo
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215181: 2-methyloctacosane B A w B s
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.05 21.91%
5000
99.0
o 27x0‘} ‘ | ||, 1410 1830 2250 267.0 309.0 3650
m/z--> 50 160 1%0 260 250 300 3éo 400 1540 1560 1580 1600 1620

8270-BF090518_.M Fri Sep 07 11:56:13 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 18 _gamma.-Sitosterol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.18 7.48 ng 706340 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 98
2 _beta.-Sitosterol 414 C29H500 000083-46-5 81
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 64
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 52
5 Ergost-7-en-3-ol 400 C28H480 116179-22-7 38
Abundance Scan 2354 (16.183 min): BF108827.D (-2347) (-) m/z 43.05 100.00%
43.0
5000 81.1 145.1
15.80 16.00 16.20 16.40 16.60
Oty m/z 57.10 67 .26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
5000 810 L L LI L L L ™1
15,80 16.00 16.20 16.40 16.60
m/z 55.10 49 _49%
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 81.10 49_23%
107.0 414.0
‘ \ 145.0 1 0 50 3030
ob— ‘h‘ lmm ML rl\h Un u .“. ”. ' L.. .‘L. . Il' 3;4?-?. 3|8I1 Ow .‘}.
m/z--> 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R REmEE e
43.0 15.80 16.00 16.20 16.40 16.60
m/z 107.10 48_.26%
5000
81.0 368.0
329.0
414.0
L LI \‘ HH 10m 517702130,27‘| 230 | | | T e
m/z--> 50 100 150 200 250 300 350 400 15,80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 19 Docosane, 11-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.49 10.66 ng 1005850 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 2406 (16.489 min): BF108827.D (-2400) (-) m/z 57.10 100.00%
57.1
o 16,20 16.40 16.60 16.80
411 . . . .
ol AL LL, JI LG 1882 2251 2672 3103012 443 tToaiaRT 74 soy,
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LR B SULILLE UL B
16.20 16.40 16.60 16.80
99.0 m/z 43.10 56.27%
oL 26 ol 1| | J410 1830 2250 267.0 3090 3650
m/z--> 50 100 150 200 250 300 3éo 400
Abundance #141426: Heneicosane
57.0
16,20 16.40 16.60 16.80
5000 m/z 85.10 55.30%
99.0
oL 26l0] ] L) ,\ / }4}0 1830 225.0 266.0296.0
m/z--> 5 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl- R e LB AR
57.0 16.20 16.40 16.60 16.80
m/z 55.10 20.94%
- ‘*/\/\\”-J\«/ﬂ/\»
99.0
ol \ | J‘ |y 1410 1820 2050 2810 3399
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090618\
Data File : BF108827.D

Aca On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample : J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 20 Tetradecane, 1-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.41 16.91 ng 1595730 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1-chloro- 232 C14H29cClI 002425-54-9 53
2 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 35
3 Indole-2-carboxvlic acid 161 C9H7NO2 001477-50-5 30
4 Decane 142 C10H22 000124-18-5 25
5 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 20
Abundance Scan 2733 (18.412 min): BF108827.D (-2724) (-) m/z 55.05 100.00%

58.0

s

5000 143.0178.0
2131 2732 3291 sap3 18.00 18.20 18.40 18.60 18.80
0 . m/z 43.10 89.63%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #87666: Tetradecane, 1-chloro-
57.0
5000 LA L L L L L L L LB
18 00 18. 20 18. 40 18 60 18. 80
m/z 57.05 80.52%
oL Lllpeo 0 20
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167553: Oxalic acid, propyl tetradecy! ester
43.0
R EaE T B
18.00 18.20 18.40 18.60 18.80
5000 m/z 143.00 50.91%
3.0
241.0
o .J.U,N.:.}.HJ.,....,...n,....,....,....,....,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #31867: Indole-2-carboxylic acid T T T
143.0 18.00 18.20 18.40 18.60 18.80
m/z 178.00 49 .14%
5000
89.0
39.0 |
o R BLBRRENE ST
m/z--> 0 50 100 150 200 250 300 350 400 18 00 18. 20 18. 40 18 60 18. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090618\
Data File : BF108827.D

Acq On : 6 Sep 2018 17:04

Operator : JU/SJ

Sample - J4801-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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 .50 6.50 53.1 ng 3737940 1 6.74 1407920 20.0
n-Hexadecanoic acid 11.78 15.2 ng 1258900 4 11.24 1652230 20.0
Octacosane 11.89 13.2 ng 1090100 4 11.24 1652230 20.0
Octadecanoic acid 12.57 9.3 ng 804527 5 13.87 1734420 20.0
Eicosane 12.93 22.2 ng 1922790 5 13.87 1734420 20.0
Heneicosane, 11-(... 13.64 34.6 ng 3005100 5 13.87 1734420 20.0
Heptadecyl heptaf... 13.74 4.4 ng 382108 5 13.87 1734420 20.0
Eicosane, 10-methyl- 14.21 43.2 ng 3749280 5 13.87 1734420 20.0
Heneicosane 14.65 6.8 ng 640864 6 15.28 1887870 20.0
Pentadecane, 8-he... 14.69 38.8 ng 3660110 6 15.28 1887870 20.0
unknownl4 .74 14.74 6.2 ng 583506 6 15.28 1887870 20.0
Tetracosane 14.98 9.9 ng 935755 6 15.28 1887870 20.0
Heptadecane, 9-he... 15.21 29.7 ng 2802890 6 15.28 1887870 20.0
Eicosane, 7-hexyl- 15.34 11.9 ng 1121490 6 15.28 1887870 20.0
2-methyloctacosane 15.74 10.1 ng 956300 6 15.28 1887870 20.0
Hexadecane 15.81 19.1 ng 1800330 6 15.28 1887870 20.0
-gamma.-Sitosterol 16.18 7.5 ng 706340 6 15.28 1887870 20.0
Docosane, 11-butyl- 16.49 10.7 ng 1005850 6 15.28 1887870 20.0
Tetradecane, 1-ch... 18.41 16.9 ng 1595730 6 15.28 1887870 20.0
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