LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 4.281 198 203 212 rBvY 345469 467700 3.61% 0.363%
2 4.881 300 305 313 rBV 404918 592190 4_.57% 0.460%
3 5.334 375 382 389 rBY 5927918 8673933 66.88% 6.737%
4 6.916 644 651 664 rVB 5885147 9610896 74.10% 7.464%
5 7.275 704 712 721 rBV 6492660 10145425 78.22% 7.879%
6 7.740 784 791 797 rBV 1691172 2591557 19.98% 2.013%
7 8.057 838 845 855 rVB 4233678 6575340 50.70% 5.107%
8 8.910 981 990 999 rBVY 3548747 6000910 46.27% 4.661%
9 10.528 1258 1265 1272 rBV 2153070 3569117 27.52% 2.772%
10 13.004 1678 1686 1702 rBVY 7148131 10207160 78.70% 7.927%

11 13.845 1823 1829 1837 rBV 2195285 3053893 23.55% 2.372%
12 14.269 1893 1901 1911 rVB3 69645 160032 1.23% 0.124%
13 14.386 1912 1921 1931 rBV2 3068042 4803209 37.03% 3.730%
14 15.886 2165 2176 2185 rBV 6575402 9405324 72.52% 7.305%
15 16.533 2282 2286 2293 rBV2 105484 148727 1.15% 0.116%

16 17.139 2382 2389 2394 rBV 3873647 5476605 42.22% 4_.253%
17 17.298 2413 2416 2426 rBV5 74703 144714 1.12% 0.112%
18 17.898 2514 2518 2527 rBV3 135049 238659 1.84% 0.185%
19 18.027 2533 2540 2551 rBV 2214353 3458849 26.67% 2.686%
20 18.933 2690 2694 2700 rBV2 112282 222379 1.71% 0.173%

21 19.198 2730 2739 2745 rBV2 261482 567270 4._.37% 0.441%
22 19.309 2754 2758 2768 rBV 1000796 1481192 11.42% 1.150%
23 19.568 2798 2802 2809 rVB2 133849 230948 1.78% 0.179%
24 19.774 2831 2837 2847 rVB 10338977 12970176 100.00% 10.073%
25 21.033 3047 3051 3056 rBvV 517144 637971 4.92% 0.495%

26 21.333 3096 3102 3106 rBV 3946397 4972260 38.34% 3.862%
27 21.368 3106 3108 3115 rVB 181433 216861 1.67% 0.168%
28 21.468 3122 3125 3131 rVB 315258 364285 2.81% 0.283%
29 21.909 3196 3200 3208 rVB 830003 1062959 8.20% 0.826%
30 22.380 3275 3280 3288 rBV 1708094 2379401 18.35% 1.848%

31 22.509 3298 3302 3307 rVB 575415 743136 5.73% 0.577%
32 22.892 3362 3367 3377 rBV 2286657 3598979 27.75% 2.795%
33 23.468 3459 3465 3479 rVB 2354982 4211039 32.47% 3.271%
34 23.609 3482 3489 3501 rVB 2195106 4152697 32.02% 3.225%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 24.127 3570 3577 3586 rVB 1792210 3452654 26.62% 2.682%

36 24.886 3699 3706 3714 rBV 893650 2169769 16.73% 1.685%

Sum of corrected areas: 128758216
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO011719\
Data File : BM018615.D

Aca On 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BM018615.D
1le+07

8000000

7.27

6000000 5.33 6.92

8.06
4000000 8.01

10.53
2000000 7.74

4.28 4.88
A\ A

I [ I I
10.00 10.50 11.00 11.50

B B B L TS e e SN L S L S

T T T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018615.D

le+07

1977

8000000
13.00
15.89

6000000

4000000 17.14

14.39

13.85 18.03

2000000
19.31

14. i 16.53 730 17 18.939.2019.5 t¢v,_d~,,,~

I T o e e I L B R e i

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018615.D

le+07

8000000

6000000

21.33
4000000

24.13
2000000 24.89

21.03,p%:

N

e

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 : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 3-Penten-2-one, 4-methyl- Concentration Rank 12

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

4.28 3.61 ng 467700 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 203 (4.281 min): BM018615.D (-198) (-) m/z 83.10 100.00%
55.1 83.1
5000
39{
400 420 4.40 4.60
0....,....";'-..".' e 27 77 55,10 89.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 RN SRR RN AR
39. 4.00 4.20 4.40 4.60
m/z 43.05 37.58%
|‘ fn nl | 99.0
O e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
400 4.20 440 4.60
m/z 98.10 37 .40%
5000 270 0
0"AINJ”W$NMI'ﬁ”fl'Riq'”l"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3109: 3-Hexen-2-one R EEEE L R
83.0 4.00 4.20 4.40 4.60

m/z 39.10 29.77%

55.0
5000
39.%
20 || g 9$0

oSt e e e R

m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.88 4_.57 ng 592190 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 56
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 305 (4.881 min): BM018615.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 SOUE NN [ S
4.60 4.80 5.00 5.20
83.0
o‘mﬁﬁ-lﬂu..u:'i....,'....-,|....,....,....,....,.1.9.2-.9, m/z 59.10 58.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 0 iR 3k sho 5k
0
150 1010 m/z 101.10 23.17%
0 gl ol 830 |
L SR UL UL S UL UL LA UL SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4000: Morpholine, 4-methyl-
43.0
460 480 500 520
5000 m/z 58.10 14 _.52%
101.0
71.0
15.0
0 | 1l il ! ! 86.0 |
L FLRL AL LU UL SN UL UL LA UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3950: 2,3-Butanedione, monooxime R SARRRREERTe
43.0 4.60 4.80 5.00 5.20
m/z 41.05 10.02%
5000
101.0
15.0 ‘ 58.0
0 ‘ all \“ ) ‘ 840 1
L JURLELE LA UL S SR UL AL UARLLEL SR R UL AR R R
m/z--> 20 40 60 80 100 120 140 160 180 4.60 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 : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 unknown7.27 Concentration Rank 1

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

7.27 78.30 ng 10145400 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 711 (7.269 min): BM018615.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 HERA SRS RS I S
40.0 | 7.00 7.20 7.40 7.60
0....'I“..:'.,-!-.l.':,....l,'!...,.. e e eosY || m/z 68.05  37.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A S LS AR AR
7.00 7.20 7.40 7.60
2.0 m/z 134.00 32.08%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
700 7.20 740 7.60
5000 m/z 66.10 24 .96%
105.0
70.0
0'”'Pw“r“t”'”'Ph“l”‘W'”'P'” AR BUREY SRR BRRSE BAREY
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal — e
132.0 7.00 7.20 7.40 7.60
m/z 69.05 15.96%
5000 67.0
41.0 97.0
0....|...|....|....|....... R B e R AR RE R AR BARE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.03 12.63 ng 3458850 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2540 (18.027 min): BM018615.D (-2533) (-) m/z 73.10 100.00%

43.0 73.1
5000 129.1
1711 213'2 IIIIIIII IIIIIIII T
N : | | 25?-2281 o 550 17.80 18.00 18.20 18.40
o .“:.l,'....“,.'.'..,...'.,....,'. m/z 43.05 90.40%
m/z--> 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
1Q01.0

5000 256.0
129.0 17. 80 18.00 18.20 18.40

‘ 3.0 m/z 60.00 80.25%

213.
157.0185.0 I
0! PR S A . |
B B LI B e e e e e S
m/z--> 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73.0
43.0

17.80 18.00 18.20 18.40
m/z 41.10 78.88%
5000 1290
185.0 228.0
w0, oo ||
m/z--> 50 100 150 200 250 300 350
Abundance #65565: Tridecanoic acid
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.10 72 .55%
5000 129.0
171.0
‘ ‘ 9.0 ‘ 214.0
0 ﬂhH‘JM““‘W T S e —
m/z--> 50 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.31 5.96 ng 1481190 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2758 (19.309 min): BM018615.D (-2754) (-) m/z 43.10 100.00%
43 .
2000 ‘NJLAA._A
1851 2412 USRNSSR IR SRR
284.3 4269 19.00 19.20 19.40 19.60
0 : m/z 73.00 97.91%
miz--> 0 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
430 259
5000 IUNNDUNSLSR ISR AR
129.0 19.00 19.20 19.40 19.60
‘ 185.0 284.0 m/z 60.00 80.95%
: 241.0
0‘15'0 Il.lll‘l L] .I. I?ll3lloll .l SN
miz--> 0 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 19,00 19.20 19.40 19.60
5000 284.0 m/z 55.05 77 .30%
129.0
185.0213.0241.0
ol JH‘M,.]I n | L Tr | 8120 3720
miz--> 0 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid L B B |
43.0 73.0 19.00 19.20 19.40 19.60
m/z 57.05 76.44Y%
5000 129.0
‘ H 199.0 242.0
57.0
0II‘ILIIII[WAIIJI‘I\IIF‘III{JIIIIII T e B P
miz--> 0 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60

8270-BM010919.M Fri Jan 18 07:26:12 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.03 2.57 ng 637971 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 95
2 1-Eicosene 280 C20H40 003452-07-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 90
5 8-Heptadecene 238 C17H34 054290-12-9 89
Abundance Scan 3051 (21.033 min): BM018615.D (-3047) (-) m/z 57.10 100.00%
57.1
97.0
5000 l
R U SRR DO IR
309.1 20.80 21.00 21.20 21.40
o — l A% i1741208124302801 421 4291 T amio o 37
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 97.0 L L BN B R
20.80 21.00 2120 21.40
m/z 55.10 62.43%
18.3 l il'3 1960 | 2580
0‘ ‘. |||'|||||||||||||||
m/z--> 55 15 200 250 300 350 400
Abundance #106396: 1-Eicosene
43.0
83.0 AR U SRR SO IR
20.80 21.00 21.20 21.40
5000 m/z 83.10 59.00%
25.0 280.0
LT om0
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride L T B L
57.0 20.80 21.00 21.20 21.40
m/z 97.05 55.78%
97.0
5000 rkMNNNW\VNw-NJtMM*v~w)lwujkm
oL LLLA ‘ 109 1810 2240 27105070
m/z--> 50 100 150 200 250 300 350 400 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 : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.91 4.28 ng 1062960 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 3200 (21.909 min): BM018615.D (-3196) (-) m/z 57.10 100.00%
57.1
5000
A
oL 21,60 21.80 22.00 22.20
141.2 183.1 : : : :
O ,..:.iahk i 52222650 309.2 3581 4161 4613 ' sz 71.10  70.14%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
N
5000 AR AR UABAR AR

21!60 21.80 22.IOO 22!20
m/z 43.10 69.89%

9.0
0 ||| 14101830 239058 53930
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0 J\
R B
21.60 21.80 22.00 22.20
5000 m/z 85.05 55.17%
9.0
o15.4 . || 141018302050  206.0
A I B L L s e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123099: Pentadecane, 8-heptyl- T TR T
57.0 21.60 21.80 22.00 22.20
m/z 41.10 28.33%
210.0
5000
%9.0
41.0
310.0
0 .ﬂ.,..J.iﬂi«,h:f.,..ES%Q.. T — S ———
m/z--> 0 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 : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.38 9.57 ng 2379400 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3280 (22.380 min): BM018615.D (-3275) (-) m/z 57.10 100.00%

517.1
5000

9.1 T

I

1411983 2005 22.00 22.20 22.40 22.60
o....,....1|,.ll.1.4,t.:.‘.,.... 28113233 3944 4id1 53810 Tn/z 71.10  72.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane
57.0
22.00 22.20 22.40 22.60
9.0 m/z 43.10 70.72%
. 41.0183.0225.0267.0  338.0
I B e L an B  E  EE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130022: Heptadecane, 9-hexyl-
43.0
R ARSEEESe .
22.00 22.20 22.40 22.60
5000 50 m/z 85.10 55.94%
210.0
o unmm0| . 267.0 323.0
I B T IR B o B e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #86886: 2-Bromo dodecane B B e e AL B
57.0 22.00 22.20 22.40 22.60
m/z 41.10 26.90%
5000
90 169.0
015.(} Ly, ] 248.0
L B B B B B ma L B B B o S T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.51 3.58 ng 743136 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 90
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 90
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 58
Abundance Scan 3302 (22.509 min): BM018615.D (-3298) (-) m/z 69.10 100.00%
6d.1
5000 \ ”
1371 IUNRBUAR AR AR IR
22.20 22.40 22.60 22.80
obrobbbdypdy 1900 2680 3411 4312 4892 5492 ;@Y 10 52.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69.0
5000 AU AU
22120 22.40 22.60 22.80
m/z 41.10 27.47%
0 Lhddy 1317 'JO 191.0232.0273.0  341.0 410.0
L TR L LN LN L L I L L WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
22.20 22.40 22.60 22.80
5000 m/z 95.05 14 _.41%
121.0
0127.0 L]0l 1750 231.0273.0 3410 4100
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... e A RERREEEEE
69.0 22.20 22.40 22.60 22.80
m/z 137.10 12.81%
5000
4 136.0
8Ll om0 mmoszo L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22120 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 : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 Docosane, 11-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.47 20.28 ng 4211040 Perylene-d12 23.61
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 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonacosane 408 C29H60 000630-03-5 91

Abundance Scan 3465 (23.468 min): BM018615.D (-3459) (-) m/z 57.10 100.00%

517.1
5000

9.0 L e LAEEE EEEE

411183 105 » 23.20 23.40 23.60 23.80
ol 1|,1|]11, 57267.1309.3 365.4 4224 4762 SOL1 Tmsz 71.10  73.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147098: Docosane, 11-butyl-
57.0
5000 LN L L L L L LB LB

23 20 23. 40 23. 60 23. 80
m/z 43.10 68 .40%

9.0
o } | 130 21002530 3090 3660
IR o e B e L e o e o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147096: Docosane, 9-butyl-
57.0

2320 2340 23,60 23.80
5000 m/z 85.10 55.09%

o

ol ey e e
m/z--> CI) 5I0 l(l)O léO 200 250 300 350 400 45I0 5(I)O SéO
Abundance #167078: Tetratriacontane R R e e e S N
57.0 23.20 23.40 23.60 23.80
m/z 55.10 25.91%

5000
9.0
15.0 | | 141.0183.0225.0267.0311.0 367.0410.0

L A T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BM018615.D

Aca On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample : K1139-05

Misc :

ALS Vial : 8 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .13 16.63 ng 3452650 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
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 3578 (24.133 min): BM018615.D (-3570) (-) m/z 57.10 100.00%

5000

=

9.1 R AmEansy e

141.2 23.80 24.00 24.20 24.40
183.2 225.2 7 79.4 4 4

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0
23.80 24.00 24.20 24.40
9.0 m/z 43.10 65.62%
on5q f 1]} ,| 1 141.0183.02250  296.0
e o L LA e e e B o e e s I S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147096: Docosane, 9-butyl-
57.0
R I EARRE RS RS E L
23.80 24.00 24.20 24.40
5000 m/z 85.10 55.61%

9.0
| | 1401820 2530 3090 3650

-

ottt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147098: Docosane, 11-butyl-
57.0 23.80 24.00 24.20 24.40
m/z 55.10 23.98%
5000
9.0
oAyl 40 21002530 3090 3660
T I i o o o B i L S o e S AR R R R R s
m/iz--> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM011719\
Data File : BM018615.D

Acq On : 17 Jan 2019 15:47

Operator : JU/SJ

Sample - K1139-05

Misc :

ALS Vial : 8 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]
3-Penten-2-one, 4. .. 4.28 3.6 ng 467700 1 7.74 2591560 20.0
2-Pentanone, 4-hy... 4.88 4.6 ng 592190 1 7.74 2591560 20.0
unknown7 .27 7.27 78.3 ng 10145400 1 7.74 2591560 20.0
n-Hexadecanoic acid 18.03 12.6 ng 3458850 4 17.14 5476610 20.0
Octadecanoic acid 19.31 6.0 ng 1481190 5 21.33 4972260 20.0
Ethanol, 2-(tetra... 21.03 2.6 ng 637971 5 21.33 4972260 20.0
Heptadecane, 9-oc... 21.91 4.3 ng 1062960 5 21.33 4972260 20.0
Tetracosane 22.38 9.6 ng 2379400 5 21.33 4972260 20.0
Squalene 22.51 3.6 ng 743136 6 23.61 4152700 20.0
Docosane, 11-butyl- 23.47 20.3 ng 4211040 6 23.61 4152700 20.0
Heneicosane 24 .13 16.6 ng 3452650 6 23.61 4152700 20.0
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