LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 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 M\METHODS\8270-BM010919 .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 4.881 299 305 314 rVB 216259 309898 1.36% 0.099%
2 5.328 374 381 393 rBVY 3975195 5569220 24.44% 1.771%
3 6.916 641 651 662 rBY 3627641 6143062 26.96% 1.954%
4 7.275 704 712 721 rBVY 3999271 6380361 28.00% 2.029%
5 7.734 783 790 797 rBV 831007 1312457 5.76% 0.417%
6 8.051 837 844 852 rBY 3108334 4979144 21.85% 1.583%
7 8.904 980 989 999 rBVY 2264117 3721886 16.33% 1.184%
8 10.528 1257 1265 1273 rBVY 1000422 1707142 7.49% 0.543%
9 12.998 1677 1685 1694 rBV 5612920 8464073 37.14% 2.692%
10 13.845 1823 1829 1836 rBvV 471526 689562 3.03% 0.219%

11 14.269 1895 1901 1915 rVvB2 153469 363983 1.60% 0.116%
12 14.386 1915 1921 1930 rVB2 1348532 2101131 9.22% 0.668%
13 14.804 1984 1992 2008 rVB 600808 1106899 4._86% 0.352%
14 15.880 2169 2175 2183 rBV 4652554 6530161 28.66% 2.077%
15 16.527 2280 2285 2295 rVB 318691 506380 2.22% 0.161%

16 16.939 2324 2355 2383 rBV 1763236 12782256 56.09% 4._.065%
17 17.133 2383 2388 2394 rVV2 1665508 2317265 10.17% 0.737%
18 18.039 2529 2542 2566 rBV 9629461 17274691 75.81% 5.493%
19 18.315 2585 2589 2593 rBV 297315 452054 1.98% 0.144%
20 18.362 2593 2597 2610 rVB2 436791 841742 3.69% 0.268%

21 19.162 2713 2733 2750 rBV 5505069 22787643 100.00% 7.247%
22 19.315 2753 2759 2775 rVB 5133458 7666444 33.64% 2.438%
23 19.468 2782 2785 2794 rVB2 383743 804532 3.53% 0.256%
24 19.768 2830 2836 2842 rBV 9631255 11579629 50.82% 3.682%
25 20.068 2884 2887 2893 rVvB2 281178 383023 1.68% 0.122%

26 20.339 2922 2933 2948 rBV 7900259 20334051 89.23% 6.466%
27 20.562 2967 2971 2977 rVB 991018 1092875 4._80% 0.348%
28 20.898 3024 3028 3033 rVB 265300 449410 1.97% 0.143%
29 21.027 3046 3050 3058 rVB 4106393 4517212 19.82% 1.436%
30 21.109 3061 3064 3068 rVB 251693 291874 1.28% 0.093%

31 21.209 3072 3081 3096 rBV 8217027 19425872 85.25% 6.177%
32 21.327 3096 3101 3110 rVB 2440393 3137789 13.77% 0.998%
33 21.468 3120 3125 3131 rBV 8707801 9544923 41.89% 3.035%
34 21.674 3157 3160 3167 rVB 342448 567266 2.49% 0.180%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 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
Title

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.903 3194 3199 3203 rBV 13217932 15831268 69.47% 5.034%

36 21.968 3203 3210 3219 rVB 6572219 14617199 64.15% 4.648%
37 22.374 3273 3279 3292 rVB 14866134 20278932 88.99% 6.449%
38 22.497 3297 3300 3304 rVB 556123 751496 3.30% 0.239%
39 22.809 3345 3353 3360 rBV 3966606 8772612 38.50% 2.790%
40 22.886 3360 3366 3386 rVB 11893066 20271720 88.96% 6.446%

41 23.239 3422 3426 3431 rVB 358948 559128 2.45% 0.178%
42 23.462 3457 3464 3480 rVB 10190576 18234509 80.02% 5.799%
43 23.597 3481 3487 3504 rVB2 1645812 3363722 14.76% 1.070%
44 23.762 3507 3515 3523 rVB 1214338 3274546 14.37% 1.041%
45 24.121 3568 3576 3585 rVB 6213269 12497849 54.84% 3.974%

46 24.574 3647 3653 3661 rVB3 845342 2205259 9.68% 0.701%
47 24.874 3695 3704 3712 rBV 3060717 7669496 33.66% 2.439%

Sum of corrected areas: 314463646
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM018636.D

5.33 7.27
6.92 8.05

8.90

7.73
4.88

10.53

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850

9.00

9.50

I [
10.00 10.50 11.00 11.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM018636.D

13.00
15.88

14.39 16.9%.13

13.85
\ 14.

14.80 16.53
A

T

18.04

194632

2

19.77

20.34

20.5
20.07

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BM018636.D
22037
21.90

22.89
23.46

21.47
21.21

2097 24,12

22.4

L\NE 2.50

24.87

2 JJL@ 2324

35976 24.57 }

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.27 Concentration Rank 10

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

7.27 97.23 ng 6380360 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 711 (7.269 min): BM018636.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 U UL UL IURIULE
40.0 540 7.00 7.20 7.40 7.60
0 82.0 N m/z 68.05 36.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I N AL IR I

7.00 7.20 7.40 7.60
m/z 134.00  32.94%

31.0 510
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R A REEEEEEEES S
7.00 7.20 7.40 7.60
5000 67.0 m/z 66.10 24.60%
41.0 97.0
‘ ‘ 117.0
oo L W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.00 7.20 7.40 7.60
240 m/z 69.05 15.58%
116.0
5000 98.0
SN O N .- Y- | Y |
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.94 110.32 ng 12782300 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2355 (16.939 min): BM018636.D (-2324) (-) m/z 57.10 100.00%
57.1 A
5000
%01 16.60 16.80 17.00 17.20
141 2 . . . .
LUy B ee2 250 am13 mpaa R 6 ey
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57.0
5000 U B IR
16 60 16. 80 17. oo 17.20
99.0 m/z 43.10 70.54Y%
.27-'0‘ 14y I| L }41|0 1830 2250 220
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
16,60 16,80 17.00 17.20
5000 m/z 85.10 53.25%
99.0
27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #115570: Heneicosane
57.0 16.60 16.80 17.00 17.20
m/z 41.10 28.19%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> m 1m 1% 2m 250 3& 3m ' mmmmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.04 149.10 ng 17274700 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Undecanoic acid 186 C11H2202 000112-37-8 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2542 (18.039 min): BM018636.D (-2529) (-) m/z 73.10 100.00%

17. 80 18 00 18. 20 18 40

431 731
5000 129.1

m/z 43.10 89.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0

5000 256.0 LI B e B B
17. 80 18 00 18. 20 18 40

213.0 m/z 60.00 82.13%

J ' 157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid
60.0

17.80 18 00 18. 20 18.40

5000| 900 m/z 41.10 79.41%
85.0 129.0
186.0
Nw» 08, 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.10 71.11%
5000 1290
185.0 228.0
AT |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 7-hexyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.16 196.68 ng 22787600 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 95
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
4 1-l1odo-2-methvlundecane 296 C12H251 073105-67-6 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 2733 (19.162 min): BM018636.D (-2713) (-) m/z 57.10 100.00%
57.1
5000
\ s 18.80 19.00 19.20 19.40
1411 1832 : : : :
- .‘UI Loy 52 2253 281.3300.4337.436543944 | sz 71,10 72.73%
m/z--> 50 100 150 200 250 300 350
Abundance #155180: Docosane, 7-hexyl-
57.0
5000 85.0 AR RSB

18:80 19.00 19.20 19.40
m/z 43.10 70.33%

13.0 182.0
. ] f 41.0 "71"7211.0239.0267.0 30903380 379.0

m/z--> 50 100 150 200 250 300 350
Abundance #130022: Heptadecane, 9-hexyl-
43.0
71.0 18.80 19.00 19.20 19.40
5000 m/z 85.10 54.08%

210.0
J ’ 31301410 18207 | 23902670 3230

m/z--> 50 100 150 200 250 300 350
Abundance #155179: Eicosane, 9-octyl- T T TR

43.0 18.80 19.00 19.20 19.40

m/z 41.05 27.84%
71.0
5000
281.0
13.0

. J Ll i L2 amo 280 | wmowmo  swpo | o/ i

m/z--> 50 lOO 150 200 250 300 350 18 80 109. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.32 48.87 ng 7666440 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2760 (19.321 min): BM018636.D (-2753) (-) m/z 73.00 100.00%

5000

—

29 19.00 19.20 19.40 19.60
4291 "m/z 43.10 97.74%

3941

o 355.1

m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid

-

19.00 19,20 19.40 19.60
m/z 60.00 79.69%

5000

m/z--> 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid

19.00 19.20 19.40 19.60
5000 129.0 m/z 55.10 78.99%
185.0
228.0
Ml ) ‘ L { {
L U L U UL B

l%

m/z--> 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid I e
19.00 19.20 19.40 19.60

m/z 41.10 78 .28%

%

5000 256.0

129 0

3

213.0
MLL || L

m/z--> 15 200 250 300 350 400 19. OO 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.34 129.61 ng 20334100 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
Abundance Scan 2933 (20.339 min): BM018636.D (-2922) (-) m/z 57.10 100.00%
57.1
5000
131 1602 2952 0811 3374 4085 20.00 20.20 20.40 20.60
Ol A A L5 3252 2811 8374 4085 | m/z 71.10 72.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136482: Tetracosane
57.0
5000

20.00 20.20 20.40 20.60
m/z 43.10 69.45%

13.0
1111690 2250 281.0 3980
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57.0

20.00 20.20 20.40 20.60
5000 m/z 85.10 55.63%

13.0
J]ﬂﬁ 16902250 3110 4100

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0 20.00 20.20 20.40 20.60

m/z 55.10 25.90%

5000

13. JO 169.0 225 0 281. o 337. 0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tritetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

21.03 28.79 ng 4517210 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
3 Tetratetracontane 619 C44H90 007098-22-8 83
4 Eicosane 282 C20H42 000112-95-8 76
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 76

Abundance Scan 3051 (21.033 min): BM018636.D (-3046) (-) m/z 57.10 100.00%

57.1
5000

]113-1 2080 21.00 21.20 21.40
169.2
O A A A L 00,2252 2811 3525 4289 m/z 43.10 74.45%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0

5000
720180 21100 21,20 2140 |
m/z 71.10 71.44%

J dlﬁ 0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
R o L e e B e e e e e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115575: Eicosane, 10-methyl-
57.0

20 80 21.00 21.20 21.40
5000 m/z 85.10 53.97%

Jd@ i, 211.0 2810
T e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

#172957: Tetratetracontane
57.0 20 80 21.00 21.20 21.40
m/z 41.10 34 .64%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 20. 80 21. 00 21 20 21. 40

8270-BM010919.M Sat Jan 19 00:39:39 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.21 123.82 ng 19425900 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Octadecane 254 C18H38 000593-45-3 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Nonacosane 408 C29H60 000630-03-5 91

Abundance Scan 3081 (21.209 min): BM018636.D (-3072) (-) m/z 57.10 100.00%

517.1
5000

99.1
141.1 1832 205 » 20,80 21,00 21,20 2140 2160
ol ik 1|, L i5222252 2671 3003 3514 4225 4752 | nso 71,10 72.45%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136482: Tetracosane
57.0

20.80 21.00 21.20 21.40 21.60
‘ 9.0 m/z 43.10 67 .55%

| | J4:01830 2250 267.0 3380
L B e o L AL B o i o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91037: Octadecane
57.0

20 80 21. 00 21 20 21. 40 21.60

5000 m/z 85.10 55.41%
9.0
---|----|----|----|----|----|----|----|----|----|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155177: Octacosane =TTy rrr T
57.0 20.80 21.00 21.20 21.40 21.60

m/z 55.10 25.34%

5000
9.0
I ] | | 141018302250 281.0 337.0 394.0

m/z--> 50 100 150 200 250 300 350 400 450 20 80 21. 00 21 20 21. 40 21 60

8270-BM010919.M Sat Jan 19 00:39:40 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 11-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.47 60.84 ng 9544920 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 95
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 94
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 3125 (21.468 min): BM018636.D (-3120) (-) m/z 57.10 100.00%
57.1
5000
ol 21.20 21.40 21.60 21.80
141.2 ) . ) .
oL AL .1.|| LAy J832 2253 2671 3093 3664 4301 gz 71.10  72.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147098: Docosane, 11-butyl-
57.0
5000

21.20 21.40 21.60 21.80
m/z 43.10 71.64%

99.0
‘ ] l Jl | 11410 179, 02100 2530 3090 3660

m/z--> 50 100 150 200 250 300 350 400
Abundance #147096: Docosane, 9-butyl-
57.0
T T T
21.20 21.40 21.60 21.80
5000 m/z 85.10 55.21%

99.0
‘ ‘j J 1y 1410 18202130 253.0 3090 365.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl-

43.0 21.20 21.40 21.60 21.80

m/z 41.10 29.32%
5000 85.0
127 O 196.0
‘ .“J i y | + 2390 2800 | |

LI L l T l l LI B T—T 17T LI B T T T 7T LI R LI B _l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_f

m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80

8270-BM010919.M Sat Jan 19 00:39:41 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.90 100.91 ng 15831300 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3198 (21.898 min): BM018636.D (-3194) (-) m/z 57.10 100.00%
57.1
5000
o1 21.60 21.80 22.00 22.20
141.2 : . : :
or A dULL1A2183225 3067 30083500 4310 8031 U0 75, 65,
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #86886: 2-Bromo dodecane
57.0
5000
21.60 21.80 22.00 22.20
m/z 71.10 71.96%
9.0 169.0
1?41 |"”'J|'”"|'l" " '?4&9"'|""|' LRI UL BRI W
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl-
43.
21.60 21.80 22.00 22.20
5000 5.0 m/z 85.10 53.00%
196.0
b Yy e0zs00
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #114973: 1-lodo-2-methylundecane
57.0 21.60 21.80 22.00 22.20
m/z 41.10 28.65%
5000
[l }39'0 ~ 169.0211 9 296.0
Trriyprrrryrrrr[yrrrr[rrrr[rrrrrrr T rrrr [ rrr T r T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
miz--> 0 55 160 1éo 260 2éo 360 3%0 460 4%0 560 21.60 21.80 22.00 22.20

8270-BM010919.M Sat Jan 19 00:39:43 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.97 93.17 ng 14617200 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Octadecane 254 C18H38 000593-45-3 94
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3210 (21.968 min): BM018636.D (-3203) (-) m/z 57.10 100.00%
57.1
5000
]]13-1 169.2 2253 2053 3655 436.6 21.60 21.80 22.00 22.20
of A d b Ly f 222253 2953 3655 4366 m/z 71.10  71.49%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136482: Tetracosane
57.0
5000

21.60 21.80 22.00 22.20
m/z 43.10 65.74%

13.0
]] | | ,169.0 2250 281.0 338.0

IIIIIIIIIIIIIIIIII‘II‘IIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91037: Octadecane
57.0

21.60 21.80 22.00 22.20
5000 m/z 85.10 55.64%

J]ﬁ*f’ 169.0  254.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0 21.60 21.80 22.00 22.20

m/z 55.10 25.07%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21.60 21.80 22.00 22.20

8270-BM010919.M Sat Jan 19 00:39:43 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.37 129.26 ng 20278900 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 93
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3278 (22.368 min): BM018636.D (-3273) (-) m/z 57.10 100.00%
5%.1
5000
3t 22.00 22.20 22.40 22.60
141.2 . . . .
oA A A AL L1 1183.2225.3267.13003351.4304.5 4902 54931 /7771 10  71.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155180: Docosane, 7-hexyl-
57.0
5000

22.00 22.20 22.40 22.60
m/z 43.10 69.87%

9.0
182.0 309.0
}ﬂ | 141077 205 026707} 350.0392.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43.0
22.00 22.20 22.40 22.60
5000 5.0 m/z 85.10 54.61%
270 196.0
LLgy Y279 | 239.0280.0
A o o o e e L e o o o S o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155179: Eicosane, 9-octyl-
43.0 22.00 22.20 22.40 22.60
m/z 41.10 26.36%
5000 5.0
238 0281'0
Liy ) 1201600 23809 | 35903650
A o B e e LN I o e o T T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60

8270-BM010919.M Sat Jan 19 00:39:44 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.89 120.53 ng 20271700 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3367 (22.892 min): BM018636.D (-3360) (-) m/z 57.10 100.00%
57.1
5000
9.1
41.21g3 2 22.60 22.80 23.00 23.20
ob ek L L 182183.2225.2067.0300.4351.5_ 408.4 4610 8352 psoU 7110 73, 36%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151555: Heptacosane
57.0
L
5000 A RARAUAARRA ARUNARE
22.60 22.80 23.00 23.20
9.0 m/z 43.10 68.16%
15.4 jJ}4}9%8§0225026703090 380.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-
574.0
22.60 22.80 23.00 23.20
5000 m/z 85.10 57 .28%
9.0
AL om0 P m0z0m0
miz--> 0 50 100 150 200 250 300 350 400 450 500 L
Abundance #115570: Heneicosane T T

22.60 22.80 23.00 23.20
m/z 41.10 25.65%

5000

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 2260 2280 23.00 2320

8270-BM010919.M Sat Jan 19 00:39:45 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.46 108.42 ng 18234500 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Eilcosane 282 C20H42 000112-95-8 95
3 Nonacosane 408 C29H60 000630-03-5 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3464 (23.462 min): BM018636.D (-3457) (-) m/z 57.10 100.00%
57.1
5000
e 23.20 23.40 23.60 23.80
14121832 . . . .
ol A 1|, Li135222253267.1300.4351.4393.4 4752 5351 o771 10 73.00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane
57.0
5000 R AR BARUVE AR
Bmmmmmmm
9.0 m/z 43.10 68.26%
| |1410183.022500670 3380
m/z--> §o 160 150 200 250 300 3éo 460 4éo 560 !
Abundance #107653: Eicosane
57.0
2320 23.40 23.60 23.80
5000 m/z 85.10 55.51%
“ 0141018300250 282.0
m/z--> §o 160 1%0 260 250 360 3%0 460 4éo 560 !
Abundance #158131: Nonacosane
57.0 23.20 23.40 23.60 23.80
m/z 55.10 25.80%
5000

9.0
| ; 141.0183.0225.0267.0309.0351.0 408.0

IJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 23. 20 23.40 23.60 23.80

8270-BM010919.M Sat Jan 19 00:39:45 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Disulfide, di-tert-dodecyl Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
23.76 19.47 ng 3274550 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3515 (23.762 min): BM018636.D (-3507) (-) m/z 57.10 100.00%
57.1
5000
9.1
41.1183.1 23.40 23.60 23.80 24.00
ol b4y l! 1 {1i183122520680300.3 3794 0315493 1T U1 0G0 71,770
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91037: Octadecane
5%.0
5000
23.40 23.60 23.80 24.00
m/z 43.10 65.90%
om0 2540
m/z--> 6 55 160 1éo 200 250 300 3éo 460 4%0 560 séo
Abundance #156987: Disulfide, di-tert-dodecyl
57.0
23.40 23.60 23.80 24.00
5000 m/z 85.10 56.06%
9.0
169.0
100 LI ] ] 2190 402.0
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #107655: Eicosane
57.0 23.40 23.60 23.80 24.00
m/z 55.10 24 .29%
5000
9.0
ULy 0183.0225.0 282.0
m/z--> 6 55 160 1éo 200 250 300 3éo 460 4%0 560 séo 23.40 23.60 23.80 24.00 '

8270-BM010919.M Sat Jan 19 00:39:46 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 _gamma.-Sitosterol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
24 .57 13.11 ng 2205260 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .oamma.-Sitosterol 414 C29H500 000083-47-6 92
2 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 64
3 .beta.-Sitosterol 414 C29H500 000083-46-5 45
4 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 25
5 6-Methyl(pentamethylene)silyloxy... 326 C20H420Si 1000278-79-4 16
Abundance Scan 3652 (24.568 min): BM018636.D (-3647) (-) m/z 43.10 100.00%
43,
5000 S.1 l /\

414.4 mmmmmmmm
461.1503.2 549.2 m/z 57.10 93.65%

1
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #159285: .gamma.-Sitosterol
43.0

5000
24.20 24.40 24.60 24.80
m/z 71.10 54.92%

RRRSS R
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #159291: Stigmasterol, 22,23-dihydro-
43.0

24.20 24.40 24.60 24.80

o
a1}
o

o
al
o

5000 m/z 85.10 46.27%
105.0 414.0
I isg.o 213.0 273.0 329.057 o
IIII ‘Illl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #159283: .beta.-Sitosterol
43.0 24.20 24.40 24.60 24.80

m/z 55.10 43.26%

5000 105.0
‘J W ' V2850 -
| i

| I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24 20 24. 40 24 60 24. 80

8270-BM010919.M Sat Jan 19 00:39:47 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018636.D

Aca On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-octyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24 .87 45.60 ng 7669500 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
Abundance Scan 3703 (24.868 min): BM018636.D (-3695) (-) m/z 57.10 100.00%
5%.1
Tz 2460 24.80 25.00 25.20
£183.2 : : : :
ol d A II, L, 35022252  2951337.43795 4291 50320 nzo0 71710 72.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane
5%.0
24.60 24.80 25.00 25.20
9.0 m/z 43.10 65.65%
|L{ | 1410183020500670 3380
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0 560
Abundance #142113: Heptadecane, 9-octyl-
57.0
' 24.60 24.80 25.00 25.20
5000 m/z 85.10 55.42%
9.0
A0 Poas0ss0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #155180: Docosane, 7—hexy|— R B L B B N B R
57.0 24.60 24.80 25.00 25.20
m/z 55.10 24 .85%
5000 _—/\/\WAVA“J/\WMN*-___ﬂhﬁ
9.0
182.0
o L RO ms00er0 P ss00a020 L = o e
m/z--> 50 100 150 200 250 300 350 400 450 500 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011819\
Data File : BM018636.D

Acq On : 18 Jan 2019 14:37

Operator : JU/SJ

Sample : K1173-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .27 7.27 97.2 ng 6380360 1 7.73 1312460 20.0
Eicosane 16.94 110.3 ng 12782300 4 17.13 2317270 20.0
n-Hexadecanoic acid 18.04 149.1 ng 17274700 4 17.13 2317270 20.0
Docosane, 7-hexyl- 19.16 196.7 ng 22787600 4 17.13 2317270 20.0
Octadecanoic acid 19.32 48.9 ng 7666440 5 21.33 3137790 20.0
Tetracosane 20.34 129.6 ng 20334100 5 21.33 3137790 20.0
Tritetracontane 21.03 28.8 ng 4517210 5 21.33 3137790 20.0
Octadecane 21.21 123.8 ng 19425900 5 21.33 3137790 20.0
Docosane, 11-butyl- 21.47 60.8 ng 9544920 5 21.33 3137790 20.0
2-Bromo dodecane 21.90 100.9 ng 15831300 5 21.33 3137790 20.0
Tetratetracontane 21.97 93.2 ng 14617200 5 21.33 3137790 20.0
Pentadecane, 8-he... 22.37 129.3 ng 20278900 5 21.33 3137790 20.0
Heptacosane 22.89 120.5 ng 20271700 6 23.60 3363720 20.0
Nonacosane 23.46 108.4 ng 18234500 6 23.60 3363720 20.0
Disulfide, di-ter... 23.76 19.5 ng 3274550 6 23.60 3363720 20.0
-gamma.-Sitosterol 24 57 13.1 ng 2205260 6 23.60 3363720 20.0
Heptadecane, 9-oc... 24.87 45.6 ng 7669500 6 23.60 3363720 20.0
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