LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

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-BF080818 .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 2.366 3 5 26 rvB 455972 626438 8.46% 0.766%
2 5.260 492 497 507 rBV 752836 935478 12.63% 1.143%
3 5.648 557 563 566 rBY 4179109 4186728 56.54% 5.116%
4 6.637 725 731 734 rBVY 4187322 4488536 60.62% 5.485%
5 6.672 734 737 746 rVB 65635 86852 1.17% 0.106%
6 6.789 752 757 760 rBVY 4245681 4387302 59.25% 5.361%
7 7.013 792 795 799 rVB 1349565 1133188 15.30% 1.385%
8 7.172 818 822 825 rBVY 3989653 3390613 45.79% 4.143%
9 7.578 885 891 894 rBVY 3006642 2917583 39.40% 3.565%
10 8.295 1009 1013 1017 rBvV 1600032 1458930 19.70% 1.783%

11 9.372 1191 1196 1199 rBV 5740157 5211451 70.38% 6.369%
12 9.760 1258 1262 1267 rVB 351276 271811 3.67% 0.332%
13 10.060 1309 1313 1317 rBV 1862355 1669266 22.54% 2.040%
14 10.713 1415 1424 1430 rVB 52561 127172 1.72% 0.155%
15 10.854 1443 1448 1451 rBV 3289470 2973700 40.16% 3.634%

16 11.554 1563 1567 1570 rBV 1912539 1724496 23.29% 2.107%
17 11.577 1570 1571 1575 rVB 205941 132129 1.78% 0.161%
18 12.066 1648 1654 1662 rBV2 598683 958322 12.94% 1.171%
19 12.430 1700 1716 1727 rVB 1783103 55635537 74.76% 6.765%
20 12.771 1771 1774 1778 rVB 344465 292960 3.96% 0.358%

21 12.854 1782 1788 1797 rVB 470824 741774 10.02% 0.906%
22 13.007 1808 1814 1819 rVB 317990 410237 5.54% 0.501%
23 13.142 1833 1837 1841 rVB 4445651 4197223 56.68% 5.129%
24 13.460 1879 1891 1901 rVB 3064357 6979108 94.25% 8.529%
25 13.595 1912 1914 1920 rVB4 51750 74640 1.01% 0.091%

26 13.683 1927 1929 1933 rVB3 90323 99790 1.35% 0.122%
27 13.954 1971 1975 1979 rVB3 182173 281345 3.80% 0.344%
28 14.030 1985 1988 1997 rVB2 277368 400848 5.41% 0.490%
29 14.165 2002 2011 2015 rBV 3803116 7404726 100.00% 9.049%
30 14.207 2015 2018 2021 rVV 1298726 1283770 17.34% 1.569%

31 14.230 2021 2022 2029 rVB 113648 92421 1.25% 0.113%
32 14.342 2038 2041 2047 rBV2 64119 87643 1.18% 0.107%
33 14.524 2069 2072 2076 rVB 130706 150541 2.03% 0.184%
34 14.736 2101 2108 2117 rVB 3418961 6283364 84.86% 7.678%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

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\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.142 2168 2177 2191 rVB4 322600 1100146 14.86% 1.344%

36 15.295 2200 2203 2205 rBV2 95106 111835 1.51% 0.137%
37 15.354 2205 2213 2221 rVB 2209657 4259202 57.52% 5.205%
38 15.695 2268 2271 2276 rBV 84795 99261 1.34% 0.121%
39 15.771 2278 2284 2295 rVB 1015069 1478938 19.97% 1.807%
40 16.054 2324 2332 2341 rBVY 783653 1852392 25.02% 2.264%

41 16.236 2360 2363 2370 rVB2 96543 144018 1.94% 0.176%
42 16.554 2411 2417 2431 rVB10 213615 851269 11.50% 1.040%

43 16.795 2455 2458 2462 rVB3 89628 133254 1.80% 0.163%
44 16.877 2465 2472 2481 rVB 308933 804574 10.87% 0.983%

Sum of corrected areas: 81830811
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\

BF108194.D

16 Aug 2018 14:54

JussJ

J4477-01

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF108194.D

5.65 6.646.79

7.17

7.58

7.01

5.26

0=
Time-->

T T
5.00 5.50
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5000000

4000000

3000000

2000000

1000000

TIC: BF108194.D

13.14

10.85

11.55

12.43

10.06
8.30

071

0 T
Time-->

13. 00

12. 50

11.50

12.00

T T
10 00 10.50 11. OO

Abundance

5000000

4000000

.46

3000000

2000000

1000000

e 5%

TIC: BF108194.D

14.17
14.74

15.35

1.21
15 77
16.05

16,88

15.14
11 16.24 16.55 16,

1@&Q

2334452 5

Time--> 13. 50

17. 50

18. OO 18.50

16 00

16.50

17. OO

14 OO 14 50 15. OO

15. 50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 12

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

2.37 11.06 ng 626438 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 38
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 25

Abundance Scan 6 (2.372 min): BF108194.D (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1 551 87.1
A
2.40 2.50 2.60 2.70 2.80
O prrrrprrrihde e b el e e e e m/z 43.10  32.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR SRR AR AR R
430 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 87.10 31.06%
29.0
W”MI”“ﬁ'”P”'P”W'hW“'W“”I””P'”P”'P“W'“W”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone
73.0
420 240 250 260 270 280
5000 55.0 m/z 55.10 29.68%
31.0
Ol Ll 810 1020 969
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8705: 2-Hydroxy-2-methylbutyric acid T T
73.0 2.40 2.50 2.60 2.70 2.80
m/z 71.10 8.43%
5000 43.0 55.0
290 89.0
W”jh”“wm“P'“ﬁ”'PhW'””“'Hﬁﬂl“”P”'P“W'“W”'W R A R AR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.40 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 8

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

5.26 16.51 ng 935478 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 497 (5.260 min): BF108194.D (-492) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IR RN RS UL AL
5.00 5.20 5.40 5.60
e, 520 [l 690 881 | " 59710 53.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R UL U
59.0 500 520 540 5.60
m/z 101.10 15.91%
S Y NSO | N - Y ot
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
" 500 520 540 560
5000 m/z 58.10 14 .52%
410 101.0
150 340 ||| s10,,| 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A R ey L
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.89%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.79 Concentration Rank 3

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

6.79 77.43 ng 4387300 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 757 (6.789 min): BF108194.D (-752) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.1 SRR SRR RS R
40.0 540 ‘ ‘ 6.40 6.60 6.80 7.00 7.20
.,....,....'I'!...,....,.:.'.|,...E.‘,1....,...|.,?1??.?.1.1.6.?....,-'...,.. m/z 68.05 44.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13%.0
69.0
104.0 N
5000 USRS R SRS R

6.40 6.60 6.80 7.00 7.20
m/z 134.00 34 .68%

31.0 51.0
[ 1 | 79.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
R e N S BN
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 29.60%
92.0
65.0
270 390 510 77 770 | 1050444,
R B AN B o B o e e R REER T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R T A
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 18.14%
5000 6r.0
41.0 97.0
“ 20.0 117.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11
R.T. EstConc Area Relative to ISTD R.T.
12.07 11.11 ng 958322 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1655 (12.072 min): BF108194.D (-1648) (-) m/z 73.05 100.00%

431 73.0

5000 129.1

:

213.2
185.1 | B B B B B
157.2 11.80 12.00 12.20 12.40

m/z 43.10 95.21%

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L B B B B B B

11. 80 12. 00 12. 20 12. 40
256.0 m/z 60.00 89.74%

157.0 1g50 213.0

J‘“ 83.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0

SRR EEEEEEE SRS R
43.0 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.10 75.33%
171.0
H 97.0 ‘ 214.0
‘\ ‘ ‘ | Hlm ‘ H“ h“ \\ 1 ol ‘ ‘

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

;

L

Abundance #131261: Octadecanoic acid
43.0 | 73.0 11.80 12.00 12.20 12.40
m/z 55.10 74_.67%
5000 129.0
185.0 241.0
Mw 207.0 284.0
alifhl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 64 .20 ng 5535540 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1716 (12.430 min): BF108194.D (-1700) (-) m/z 57.10 100.00%
57.1
5000 J\
99.1 _~A7"'”"”"""”
141, 2 12.20 12.40 12.60 12.80
ol d My 1412 1832 2253 267.2 8284 | “n7zT 43.10  63.87%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
51.0
5000 L I UL UL B
1220 12.40 12,60 12.80
m/z 71.10 60.20%
270| | ,9?'0‘1 141.0 183.0 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0
1220 12.40 12,60 12.80
5000 m/z 85.10 44 _15%
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0 12.20 12.40 12.60 12.80
m/z 55.10 22.37%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.85 8.60 ng 741774 Phenanthrene-d10 11.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
Abundance Scan 1787 (12.848 min): BF108194.D (-1782) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.1
185.2 241.3 A AR SN AR B
1.1 \ 157.1 284.3 12.60 12.80 13.00 13.20
— ol o0y | 282 | Y w7z 73.00  76.57%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 1290 LINLENLINLEN LI L L L L LN L LI
12 60 12. 80 13 00 13 20
185.0 m/z 57.10 73.75%
10 | as70 | a0 | L
iy e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
A
73.0 12.|60 12.|80 13.'00 13.'20
5000 284.0 m/z 60.00 72 .46%
129.0
185.0.
. \uu “H 2 \ SO T AR | a0 smg
m/z--> 50 150 200 250 300 350
Abundance #95851: Pentadecanoic acid R A RREREE LS S
43.0 ,73.0 12.60 12.80 13.00 13.20
m/z 55.10 66.76%
5000 129.0 //\vamﬁﬂVNj«\A-A_fN‘ﬁvﬂ/
199.0 2420
570
{5PIIIM‘WmJi ﬁ .hu...L R — B —
m/z--> 50 150 200 250 300 350 12 60 12. 80 13 00 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Docosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.46 108.73 ng 6979110 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 1891 (13.460 min): BF108194.D (-1879) (-) m/z 57.10 100.00%
57.1
5000
j ﬁlﬂﬂlwznm2m3mw3m4 Ihﬁhbﬁ&ﬁ&l
(oL U0 A s S R S m/z 43.10 63.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
5000 AR DA
Bmmmnmmm
99.0 m/z 71.10 59.40%
260 | f | |, 1410 1830 2250 2670 310.0
m/z--> §o 160 1éo 200 2éo 360 350 460
Abundance #219831: Triacontane
57.0
| 13.20 13.40 13.60 13.80
5000 m/z 85.10 44 .56%
99.0
26.0) | | . ﬂ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> §o 100 1%0 260 2éo 360 3%0 460
Abundance #202662: Heptacosane T T T T
57.0 Bmmmnmmm
m/z 55.10 22.60%
5000
99.0
26,0| | | d 1410 1830 225.0 267.0 323.0 380.0
m/z--> §o 100 1éo 200 250 300 350 460 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknownl3.95 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.38 ng 281345 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 C12H24 000294-62-2 38
2 Pentafluoropropionic acid. dodec... 332 C15H25F502 006222-04-4 30
3 Anthra(l.2-b)thiophene 234 C16H10S 000227-86-1 25
4 Chloroacetic acid. tetradecvl ester 290 C16H31CI02 018277-86-6 25
5 1,2-0Octadecanediol 286 C18H3802 020294-76-2 20

Abundance Scan 1974 (13.948 min): BF108194.D (- 1971) ) m/z 257.25 100.00%

57.3
57.1

5000

I

A
LI N B I I O

13.60 13.80 14.00 14.20
m/z 57.10 79.49%

282.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36738: Cyclododecane
55.0

L

5000

13.60 13.80 14.00 14.20
m/z 55.10  75.44%

111.0

140.0 168.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #170432: Pentafluoropropionic acid, dodecyl ester
57.0 g3.0

L

13.60 13.80 14.00 14.20
m/z 43.10 74.14%

5000

l@

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89178: Anthra(1,2-b)thiophene

234.0 13.60 13.80 14.00 14.20

m/z 69.10 62.71%
5000
117.0 189.0
40.0 910, | %0‘\‘ ‘

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclopentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.03 6.24 ng 400848 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 97
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 1988 (14.030 min): BF108194.D (-1985) (-) m/z 43.10 100.00%

1
83.1

5000

-

13.80 14.00 14.20 14.40
m/z 57.05 88.82%

o 139.1 168.1 204.0 234.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane
55.0

-

5000
13.80 14.00 14.20 14.40

m/z 55.10 83.46%

139.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
55.0

:

83.0 13.80 14.00 14.20 14.40
m/z 83.10 66.82%

5000

ol 139.0 167.0 196.0 223.0 252.0 280.0
.

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

=

Abundance #127777: Cyclohexadecane, 1,2-diethyl- T T T T
43.0 13.80 14.00 14.20 14.40
69.0 m/z 69.10 62.34%
97.0 280.0
5000
153.0 181.0 209.0
e mmena R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.52 2.35 ng 150541 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 2-methvl- 296 C21H44 001560-84-5 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87

Abundance Scan 2071 (14.518 min): BF108194.D (-2069) (-) m/z 57.10 100.00%

57.1

5000

14.20 14.40 14.60 14.80

1131 1491
m/z 43.10 65.91%

183.1 211.2

248.1 282.2

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141430: Eicosane, 2-methyl-
57.0

5000
14.20 14.40 14.60 14.80

m/z 71.10 58.10%

253.0

113.0 141.0 169.0 197.0 2250 281.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0

14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10  37.52%

29.0

| Luuﬂ%qmomomomomo 296.0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57.0 14.20 14.40 14.60 14.80

m/z 55.10 23.62%

5000
85.0

oy aso 1410 169.0 197.0 2250 253.0 282.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14. 40 14 60 14.80

29.0

8270-BF080818.M Fri Aug 17 16:37:21 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane, 10-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.74 97.89 ng 6283360 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2109 (14.742 min): BF108194.D (-2101) (-) m/z 57.05 100.00%
57.0
5000
991 14.40 14.60 14.80 15.00
141.2 - - - -
ob b b L hd g S4G 1832 2253 2673 3004 3654 nsu 43 10 60.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 AN AR AR AR
14,40 14.60 14.80 15.00
J 9.0 m/z 71.10 59.35%
Ly B 1830 2390 2810
m/z--> 50 100 15 200 250 300 350
Abundance #140553: 1-lodo-2-methylundecane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 45 _29%
27,0
il J J9?01280 169.0 2110 296.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LI LI L L I e |
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.30%
5000
99.0
|| ‘ j JJ‘J 141.0 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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-Octadecanethiol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.14 14.88 ng 1100150 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanethiol 286 C18H38S 002885-00-9 84
2 Cetene 224 C16H32 000629-73-2 70
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 64
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 64
5 1-Heptadecene 238 C17H34 006765-39-5 64
Abundance Scan 2177 (15.142 min): BF108194.D (-2168) (-) m/z 43.10 100.00%
431
83.1 285.3
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—p
14.80 15.00 15.20 15.40
bl 32323863 "m/z 57.10 95.27%
m/z--> 50 100 150 200 250 300 350
Abundance #133070: 1-Octadecanethiol

43.0| 83.0

-

5000
14.80 15.00 15.20 15.40

m/z 55.10 84 .04%

5

m/z--> 50 100 150 200 250 300 350
Abundance #81242: Cetene
41.0
R B B AREE RS S
83.0 14.80 15.00 15.20 15.40
5000 m/z 285.30 67.17%

1P.0
‘ \ L1 J} £ 15401830 2240

xt

m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57.0 14.80 15.00 15.20 15.40
97.0 m/z 69.10 64 .26%
5000
m/z--> 50 5 200 250 300 350 14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.35 57.60 ng 4259200 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2212 (15.348 min): BF108194.D (-2205) (-) m/z 57.10 100.00%
57.1
5000 {
I ﬁOMHlmz 239.3 2953 3514 4075 1500 1520 1540 1560
Ol b by 772 1832 2393 2053  SS14 40780 sz 43.10  60.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 AR BN U
mmmmmmmm
m/z 71.10 58.97%
27,0/ | ”dJmm}gonmzmom%3mo
m/z--> §o 150 250 300 3%0 460
Abundance #185535: Heptadecane, 9-octyl-
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 43.71%
99.0
- J | J | 210 1m0 ZPs00 3080 320
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, lO—methyI— S N B L N N
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22 .30%
5000 ’
99.0
‘ ‘ Ly 15?"?‘ 197.0 239.0 281.0
m/z--> §o 160 1%0 260 250 360 350 460 1500 1520 1540 1560 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.05 25.05 ng 1852390 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2331 (16.048 min): BF108194.D (-2324) (-) m/z 57.10 100.00%
57.1
5000 ‘\
99.1 1580 16,00 16.20 1640
141.2 : : : :
ol L UL g 242 | 19722311 20513282361 s 43.10  62.68%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LR UL SULBLLS BB B
15. 80 16. oo 16. 20 16 40
99.0 m/z 71.10 60.84%
‘ j y l|.|.941° 183.0 2250 267.0 3090  367.0
m/z--> 55 100 1éo 200 250 300 3éo
Abundance #94355: Hexadecane, 2-methyl-
57.0
"' 15:80 16.00 16.20 1640
5000 m/z 85.10 45 _.97%
99.0 197.0
41.0
zrof | || [T | a0
m/z--> 55 160 150 260 250 360 3éo
Abundance #202661: Heptacosane A EEEEEaE e T e o
57.0 15.80 16.00 16.20 16.40
m/z 55.10 23.09%
5000
99.0
27.0{ j ] tl.\.}4%°‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo 1580 1600 1620 1640

8270-BF080818.M Fri Aug 17 16:37:23 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 _.gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.55 11.51 ng 851269 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 83
4 Isocholestervl methvl ether 400 C28H480 029944-53-4 49
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 37

Abundance Scan 2416 (16.548 min): BF108194.D (-2411) (-) m/z 43.10 100.00%

431

5000 107.1

145.1

!

213.1

16.20 16.40 16.60 16.80
m/z 57.10 71.98%

255.2 303.3

381.4414.4
1.1

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

N
&)
o

5000

16!20 16.I40 16!60 16.I80
m/z 55.10  63.06%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol

N
w
o

16.20 16.40 16.60 16.80

5000 81.0 m/z 107.10 43.32%
{ 145.0 o 414.0
78.0 Y 2550 329.0 381
IJI J‘: JI T IAI\‘I{I 89. :
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- L B o
43.0 16.20 16.40 16.60 16.80

m/z 95.10 42 _.58%

5000
368.0

329.0

81.0

145.0
ko | 77021302470 293
100 150 200 250 300 350 400 16.20 16.40 16.60 16.80

414.0

m/z--> 0 50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108194.D

Aca On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.88 10.88 ng 804574 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2472 (16.877 min): BF108194.D (-2465) (-) m/z 57.10 100.00%

57.1

5000 85.1

)

16.60 16.80 17.00 17.20
141 11691 239.2
ol L L1 1“ Gy 19r2 20l el m/z 71.10 59.51%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

%

5000 850 LA L L L L L L L
16. 60 16 80 17. OO 17. 20
m/z 43.10 56.77%
29.0
° ]ﬂﬂl 141.0160.0197.0225.02530  206,0323.0 _ 367.0
b — . T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R EEE e R T
85.0 16.60 16.80 17.00 17.20
5000 ' m/z 85.10 46.02%
29.0 13.0
1L [ ) 410160.0197.0225.0253.0 _296.0
S——— — B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane A BB T T
57.0 16.60 16.80 17.00 17.20
m/z 55.10 21.10%
5000
85.0

29. 0‘

}130141016901970225025302820

m/z--> 100 150 200 250 300 350 16. 60 16 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081618\
Data File : BF108194.D

Acq On : 16 Aug 2018 14:54

Operator : JU/SJ

Sample : J4477-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.37 11.1 ng 626438 1 7.01 1133190 20.0
2-Pentanone, 4-hy... 5.26 16.5 ng 935478 1 7.01 1133190 20.0
unknown6.79 6.79 77.4 ng 4387300 1 7.01 1133190 20.0
n-Hexadecanoic acid 12.07 11.1 ng 958322 4 11.55 1724500 20.0
Heptacosane 12.43 64.2 ng 5535540 4 11.55 1724500 20.0
Octadecanoic acid 12.85 8.6 ng 741774 4 11.55 1724500 20.0
Docosane 13.46 108.7 ng 6979110 5 14.21 1283770 20.0
unknown13.95 13.95 4.4 ng 281345 5 14.21 1283770 20.0
Cyclopentadecane 14.03 6.2 ng 400848 5 14.21 1283770 20.0
Eicosane, 2-methyl- 14 .52 2.4 ng 150541 5 14.21 1283770 20.0
Eicosane, 10-methyl- 14.74 97.9 ng 6283360 5 14.21 1283770 20.0
1-Octadecanethiol 15.14 14.9 ng 1100150 6 15.77 1478940 20.0

Pentacosane 15.35 57.6 ng 4259200 6 15.77 1478940 20.0

Hexacosane 16.05 25.1 ng 1852390 6 15.77 1478940 20.0

-.gamma.-Sitosterol 16 .55 11.5 ng 851269 6 15.77 1478940 20.0

6

Heneicosane 16.88 10.9 ng 804574 15.77 1478940 20.0
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