LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 4.881 301 305 313 rVB 179695 242766 2.79% 0.272%
2 5.328 375 381 389 rBVY 3009415 4240725 48.70% 4_.747%
3 6.916 643 651 662 rVB 2844096 4583079 52.63% 5.130%
4 7.275 703 712 720 rBVY 3209932 4968862 57.06% 5.562%
5 7.740 784 791 797 rBVY 1368105 2114349 24.28% 2.367%
6 8.057 837 845 853 rVB 3008614 4693166 53.90% 5.253%
7 8.904 981 989 1000 rBVY 2306946 3841801 44.12% 4 _.300%
8 10.528 1258 1265 1272 rBV 1665943 2779439 31.92% 3.111%
9 13.004 1679 1686 1697 rBV 4935649 7211992 82.82% 8.072%
10 13.845 1823 1829 1842 rBvV 987282 1408506 16.18% 1.577%

11 14.263 1894 1900 1908 rVB4 556524 130515 1.50% 0.146%
12 14.386 1912 1921 1929 rBV2 2244884 3444797 39.56% 3.856%

13 14.792 1981 1990 1997 rBV9 36473 90552 1.04% 0.101%
14 15.880 2169 2175 2188 rBV 2506233 3488434 40.06% 3.905%
15 16.110 2206 2214 2219 rBV5 42719 96941 1.11% 0.109%

16 17.139 2382 2389 2394 rBV 2557372 3681944 42 _.28% 4.121%
17 17.180 2394 2396 2401 rVB 79855 93349 1.07% 0.104%
18 18.027 2533 2540 2551 rBV2 1086166 1843278 21.17% 2.063%
19 18.933 2690 2694 2700 rBV3 74935 137141 1.57% 0.154%
20 19.198 2735 2739 2744 rVB 195858 273870 3.15% 0.307%

21 19.251 2744 2748 2753 rBV3 85060 121456 1.39% 0.136%
22 19.309 2753 2758 2770 rBV2 667644 1063396 12.21% 1.190%
23 19.568 2798 2802 2810 rVB 187387 309628 3.56% 0.347%
24 19.768 2831 2836 2846 rBV 6998550 8707853 100.00% 9.747%
25 21.027 3047 3050 3058 rBV 673635 775263 8.90% 0.868%

26 21.333 3096 3102 3106 rBV 2900182 3982638 45.74% 4.458%
27 21.468 3122 3125 3129 rVB 448143 476920 5.48% 0.534%
28 21.909 3196 3200 3208 rVB 1236445 1529604 17.57% 1.712%
29 22.374 3275 3279 3290 rVB 2332524 3281892 37.69% 3.673%
30 22.509 3298 3302 3305 rVB 253288 343453 3.94% 0.384%

31 22.891 3361 3367 3376 rBV 2954312 4792981 55.04% 5.365%
32 23.468 3459 3465 3479 rVB 2835025 5181425 59.50% 5.800%
33 23.603 3482 3488 3496 rVV 1753091 3324561 38.18% 3.721%
34 24.121 3570 3576 3587 rBV 2092757 3931786 45.15% 4.401%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

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

Method
Title

35 24.880 3699 3705 3713 rBV 981565 2153984 24.74% 2.411%

Sum of corrected areas: 89342346
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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

Abundance TIC: BM018614.D
7000000

6000000
5000000

4000000
27

3000000 6.92
2000000 10.53
1000000
4.88
0

Time--> 350 400 450 500 550 600 650 700 750 8.00 8 50 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM018614.D
7000000 19.77

6000000
5000000 13.00
4000000

3000000 15.88 17.14
14.39

2000000

18.03
1000000 13.85 19.31

4% 1479 1611 b | sk

O o e L s o s e B B B L e e e e e e L

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM018614.D
7000000

6000000
5000000

4000000 2289

23.47

3000000

2000000

1000000

T

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\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4.88 2.30 ng 242766 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 305 (4.881 min): BM018614.D (-301) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e e
83.1 460 4.80 5.00 5.20
Ol S5 820 2070 | 757 B9 10 58.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L L UL
59.0 460 480 500 5.20
m/z 101.10 23.66%
o 2o | | sso
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: 2,3-Butanedione, monooxime
43.0
460 4.80 5.00 520
5000 m/z 58.10 14.04%
101.0
150
o . epo 840
m/z--> 25 4I 60 80 160 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- B RAEEEEEE SRS
59.0 460 4.80 5.00 5.20
m/z 41.05 10.96%
5000 101.0
42.0
O |'"'|""|""?%9"|"%qnq" L S S S R UL S R R
m/z--> 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 2 unknown7.27 Concentration Rank 1

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

7.27 47.00 ng 4968860 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 711 (7.269 min): BM018614.D (-703) (-) m/z 132.00 100.00%
132.0
5000 68.1
w00 o1 oo |10 ko 70 Ty
o} : S S R NG A m/z 68.10 36.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 RN AR USRS RN

7.00 7.20 7.40 7.60
m/z 134.00 32.49%

ol : MR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
i e N B
117.0 7.00 7.20 7.40 7.60
5000 m/z 66.10 24 _84%
39.0 910
e Tl
0 l " \‘\\ Jl L AN m ‘\ wlll
et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e
132.0 7.00 7.20 7.40 7.60
m/z 69.10 16.23%
97.0
5000
70.0
52.0
31‘0 H 116.0
e T o o = S SIS
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 8
R.T. EstConc Area Relative to ISTD R.T.
18.03 10.01 ng 1843280 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2540 (18.027 min): BM018614.D (-2533) (-) m/z 73.05 100.00%
431 730
5000 129.1 ~}t¥\~
"' 17:80 18.00 18.20 1840
o} m/z 43.10 93.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 R U SULEL B B
ﬂmmmmmmm
#M 213.0 m/z 60.00 82.98%
157.0 185.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
3.0 " 17.80 18.00 18.20 1840
5000 m/z 41.05 78.24%
1230 171.0
: 214.0
98.0
ECLIN | I 1ol O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid T T
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.05 72.32%
5000 129.0
185.0 228.0
AL, |
Obrrryehd “”Wiu”,kknw hhlhulh}?zgﬂl R S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.31 5.34 ng 1063400 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2758 (19.309 min): BM018614.D (-2753) (-) m/z 43.05 100.00%
43.0 73.0
5000 ‘/JW
185.1 241.2
3 19!00 19fzo 19f4o 19!60 '
o 1 "m/z 73.05 96.57%
m/z--> 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
430 739
5000 AU AR AR
129.0 mmwmwmwm
: 185.0 m/z 41.10 79.55%
0 \ . 241.0
olsol Ll s | asro T ot |
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
19.00 19.20 19.40 19.60
5000 256.0 m/z 57.10 75.70%
129.0
213.0
J H NH 1.0 15701850
0 IIIUI\IIJ ‘lu el I\ t:‘:":‘:‘:: ———t ———
m/z--> 50 150 200 250 300 350
Abundance #83686. Pentadecanoic acid e
43.0 73.0 19.00 19.20 19.40 19.60
m/z 60.00 74 .36%
5000 129.0
199.0 242.0
101.0 F570 l
0 ..‘.L‘l". ”\ M\ il .‘luuk‘.lu‘...‘luuuu|.... T T TR
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 5-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.03 3.89 ng 775263 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 1-Octadecene 252 C18H36 000112-88-9 91
5 1-Hentetracontanol 593 C41H840 040710-42-7 91
Abundance Scan 3051 (21.033 min): BM018614.D (-3047) (-) m/z 57.10 100.00%
1.1
7.1
5000
R U SRR DO IR
39.1 20.80 21.00 21.20 21.40
ol LT 2080 2802 8551 4291 4752 743,10 94.00%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
54.0
5000 7.0 LI SULIUL LI B

20.80 21.00 21.20 21.40
m/z 55.10 73.39%

l l}390 182.0223.0 280.0

of—H AL B NN,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57.0
A ma e B e
70 20.80 21.00 21.20 21.40
5000 m/z 83.10 67.83%
169.0 238.0
ot L, JL#%P,.A...,:..t.,.2.8.3.-0,....,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)- B B B S M e
57.0 20.80 21.00 21.20 21.40
m/z 97.10 62.69%
5000 7.0
18. ‘ L 39.0 196.0
0 1Bl L j| | | l 258.0
e et - L O AL B

m/z--> 0 50 100 150 200 250 300 350 400 450 20. 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.40 ng 476920 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90
Abundance Scan 3125 (21.468 min): BM018614.D (-3122) (-) m/z 57.10 100.00%
57.1
5000 N A M
. 21,20 2140 21.60 21.80
141.1 . . . .
or ALl 1411832201 267.0 3089 3551 d0n0  as91 ot 73 ey,
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
5000 R DR U U DA
mmmmmmmm
9.0 m/z 71.10 71.66%
0154 I ,| 1 141.018302250  296.0
miz--> 0 §o 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #155178: Octacosane
57.0
21,20 2140 21.60 21.80
5000 m/z 85.10 53.46%
9.0
ol | 141.0183.0 2250 281.0 337.0 394.0
miz--> 0 §o 160 1éo 260 2%0 360 350 460 4éo ' _}\ ﬂ
Abundance #107655: Eicosane T T
57.0 21.20 21.40 21.60 21.80
m/z 41.05 29.73%
5000
9.0
ol d it 1018302250 2820
miz--> 0 §o 160 1éo 260 2%0 360 3éo 460 4éo ' 2120 2140 2160 2180
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.91 7.68 ng 1529600 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3200 (21.909 min): BM018614.D (-3196) (-) m/z 57.10 100.00%
57.1
5000
70 _/\I2I1|6IOI 21:80 22,00 22.20
141.1 . . . .
ol b, ||, L4832 225:2267.1 30033503 4293 4750 | nzo 7110 74.21%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43.0
5000 5.0 ’A*'l NV AR RS
21.60 21.80 22.00 22.20
196.0 m/z 43.10 73.87%
o | 1270 9390 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115575: Eicosane, 10-methyl-
57.0
2160 21.80 22.00 22.20
5000 m/z 85.10 55.21%
9.0 1540
oLl iy iy ter02se02810
m/z--> 50 100 150 200 250 300 350 400 450 A
Abundance #114973: 1-lodo-2-methylundecane T
57.0 21.60 21.80 22.00 22.20
m/z 41.10 27 .58%
5000
oLl %0 169.0 51109 296.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.37 16.48 ng 3281890 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3278 (22.368 min): BM018614.D (-3275) (-) m/z 57.10 100.00%
57.1
5000 J\_»
J
3t 22.00 22,20 22.40 22.60
141.1 . . . :
ob A LLL| Y188 2225 00671 323336004151 4770 5091 17,71 10 - 70.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130015: Tricosane
57.0
_A_ )
5000 UL
22. oo 22. 20 22. 40 22.60
9.0 224.0 m/z 43.10 69.49Y%
obd | [D183:0225.00670 |
m/z--> Eb 160 1éo 200 2%0 300 3%0 460 4%0 560 5%0
Abundance #82607: Heptadecane
57.0
22.00 22,20 22.40 22.60
5000 m/z 85.10 52.74%
9.0
o 1141 01320 2400
m/z--> Eb 160 1éo 200 250 300 3%0 460 4%0 560 5%0
Abundance #155179: Eicosane, 9-octyl- I EEE R e AR
43.0 22.00 22.20 22.40 22.60
m/z 41.10 26.48%
5000 5.0
281.0
oL 127.0169.0 2380 | 355 03650
miz-> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60

8270-BM010919.M Fri Jan 18 07:25:57 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.51 2.07 ng 343453 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
2 Saualene 410 C30H50 007683-64-9 87
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
4 Farnesol isomer a 222 C15H260 1000108-92-4 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64

Abundance Scan 3302 (22.509 min): BM018614.D (-3298) (-) m/z 69.10 100.00%

69.1

5000

.

137.1 22.20 22.40 22.60 22.80
175.1213.0 267.0 341.1 : : ' : '
O vt -.-.Jl,".-.'l.i.',.a.n..2,1~.3.°..,....,....,.?5?5.-1,.4.2.9.1,?7.6.4 m/z 81.10 52.46%

miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
64.0

:

5000 LA L L L L L L LB L |
22.20 22.40 22.60 22.80
1210 m/z 41.10 29.73%
o290, 1| || ]161.0203.0 2730 3410  410.0
A T I o B e e e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158504: Squalene
69.0
R e
22.20 22.40 22.60 22.80
5000 m/z 95.10 16.31%
137.0
o Lhdd 3T 191.0231.0273.0 3410 410.0
I i o b e R e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #112330: Hexadeca-2,6,10,14-tetraen-1-0l, 3,7,11,16-tetram... e A RERREEEEE
69.0 22.20 22.40 22.60 22.80
m/z 68.10 12.43%
5000
29 07.0
0 J. \‘\ ‘ s \U. il Jl ]:6:\[0 20f10 272.0
L T e LA B B B e I PR AR ma S I
m/z--> 0 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.89 28.83 ng 4792980 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Octadecane 254 C18H38 000593-45-3 94
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3367 (22.891 min): BM018614.D (-3361) (-) m/z 57.10 100.00%
57.1
5000 j\\
ot | 22.60 22.80 23.00 23.20
141.1 1832 . . . .
ol A ||, L 15522253 267.13093 3513 4021 4892 no 71 10 72.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136482: Tetracosane
57.0
5000 R AUV
nmnmmmmm
9.0 m/z 43.10 68.47%
. . | 141018302250 267.0 3380
m/z--> 56 160 1éo 260 2%0 360 3%0 460 4éo '
Abundance #91037: Octadecane
57.0
| 22.60 22.80 23.00 23.20
5000 m/z 85.10 53.59%
9.0
miz--> "'s'o"'iéo"'iéd"'zc')d"'zéd"éc')o"'ééd'"466"214;6""
Abundance #130022: Heptadecane, 9-hexyl- R e R
43.0 22.60 22.80 23.00 23.20
m/z 55.10 25.41%
5000 50 j\\
210.0
o | 12701600 7" 267.0 323.0 L.
m/z--> 56 160 1éo 260 250 360 3%0 460 4éo ' 2260 2280 2300 2320

8270-BM010919.M Fri Jan 18 07:25:58 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 Docosane, 11-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.47 31.17 ng 5181430 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 93
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3465 (23.468 min): BM018614.D (-3459) (-) m/z 57.10 100.00%

57.1
5000

13.1
]] 23 20 23. 40 23. 60 23. 80
169.2
ol A b Ly f 22 2252 30933654 4224 4893 sz 71.10 72.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147098: Docosane, 11-butyl-
57.0
5000 LN L L L L L B B B

23 20 23. 40 23. 60 23. 80
m/z 43.10 66.92%

13.0
6 J]h“, 2100 3090 3669
A A e e e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147096: Docosane, 9-butyl-
57.0

2320 2340 23,60 23.80
5000 m/z 85.10 55.33%

1301820 2530 309.0 gg5

(LS § 5 A A S N 2
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R e A RARE
57.0 23.20 23.40 23.60 23.80

m/z 55.10 24 .96%

5000
13.0
]]] 1, ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

e b lhard s L s B S S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24 .12 23.65 ng 3931790 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 91
5 Tetratriacontane 479 C34H70 014167-59-0 91

Abundance Scan 3576 (24.121 min): BM018614.D (-3570) (-) m/z 57.10 100.00%

57.1
5000

9.1
41.2 23 80 24.00 24.20 24.40
183.2225.2
0...|...].ﬂ|!lj..l|‘.‘..‘.|.... 281132333655 417.1 4751 5350 /o 71 10 73.11%

T 1 T 1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl-
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
23.80 24.00 24.20 24.40
m/z 43.10 68.59%

9.0
oL ..h.».%.“?',9.1..8?.-2.???‘?.2?.1-.0,3:2?;9,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane

57.0

23.80 24 00 24. 20 24.40

5000 m/z 85.10 54.65%
9.0
ﬂ 141.0183.0225.0267.0  338.0
0...,....,....,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147098: Docosane, 11-butyl-
57.0 23.80 24.00 24.20 24.40

m/z 55.10 25.73%

5000
9.0
| 1410 210.0 530 3090 3660

e MM e

m/z--> 50 100 150 200 250 300 350 400 450 500 23. 80 24 00 24. 20 24 40

8270-BM010919.M Fri Jan 18 07:26:00 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018614.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 7 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 14 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .88 12.96 ng 2153980 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3705 (24.880 min): BM018614.D (-3699) (-) m/z 57.10 100.00%
57.1
5000 \
”1 "a'60 24130 2500 2520
41.1 183.2 - - : -
- ||,J|Jf Laoi 22522661 3093 3512 4019 4610 757771 10  71.45%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane
57.0
5000 R AU R R
mmmm%m%m
9.0 m/z 43.10 64 .70%
01259 Il | 1410 183, 0 225.0 267.0 311.0 367.0 410.0
miz--> 0 55 160 1%0 200 2%0 360 3%0 460 4%0
Abundance #142113: Heptadecane, 9-octyl-
57.0
| 24.60 24.80 25.00 25.20
5000 m/z 85.10 52.95%
9.0
0 ‘ Fd | 1410 1830 2390 551 ¢ 3230
miz--> 0 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #155177: Octacosane A Ea RS e e e
57.0 24.60 24.80 25.00 25.20
m/z 55.05 25.29%
5000
9.0
N ‘ | | ] 14101830 2250 2810 337.0 3940
miz--> 0 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1,0 4(')0 4&1;0 24. 60 24 80 25. oo 25 20

8270-BM010919.M Fri Jan 18 07:26:00 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM011719\
Data File : BM018614.D

Acq On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample - K1139-03

Misc :

ALS Vial : 7 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]
2-Pentanone, 4-hy... 4.88 2.3 ng 242766 1 7.74 2114350 20.0
unknown7 .27 7.27 47.0 ng 4968860 1 7.74 2114350 20.0
n-Hexadecanoic acid 18.03 10.0 ng 1843280 4 17.14 3681940 20.0
Octadecanoic acid 19.31 5.3 ng 1063400 5 21.33 3982640 20.0
5-Eicosene, (E)- 21.03 3.9 ng 775263 5 21.33 3982640 20.0
Heneicosane 21.47 2.4 ng 476920 5 21.33 3982640 20.0
Pentadecane, 8-he... 21.91 7.7 ng 1529600 5 21.33 3982640 20.0
Tricosane 22 .37 16.5 ng 3281890 5 21.33 3982640 20.0
2,6,10,14,18,22-T... 22.51 2.1 ng 343453 6 23.60 3324560 20.0
Tetracosane 22.89 28.8 ng 4792980 6 23.60 3324560 20.0
Docosane, 11-butyl- 23.47 31.2 ng 5181430 6 23.60 3324560 20.0
Heptadecane, 9-oc... 24.12 23.6 ng 3931790 6 23.60 3324560 20.0
Tetratriacontane 24 .88 13.0 ng 2153980 6 23.60 3324560 20.0
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