LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 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-BM021119.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 4.857 297 301 311 rBV 214664 300724 2.96% 0.381%
2 5.298 369 376 387 rBVY 4753113 6767872 66.68% 8.571%
3 6.881 637 645 660 rBY 4580562 7162554 70.57% 9.071%
4 7.240 698 706 716 rBVY 4776712 7475220 73.65% 9.467%
5 7.704 778 785 793 rBVY 1198375 1834791 18.08% 2.324%
6 8.022 831 839 853 rBVY 3522681 5575032 54.93% 7 .060%
7 8.875 976 984 994 rBVY 2538612 4334415 42.70% 5.489%
8 10.492 1251 1259 1273 rBV 1471065 2452005 24.16% 3.105%
9 12.969 1673 1680 1696 rBV 6140043 9521286 93.81% 12.058%
10 13.821 1818 1825 1837 rBvV 143704 254799 2.51% 0.323%

11 14.351 1909 1915 1928 rBV2 1871057 2964292 29.21% 3.754%
12 15.851 2160 2170 2188 rBV 4298300 6250265 61.58% 7.915%
13 17.104 2377 2383 2397 rBV2 2131377 3125512 30.79% 3.958%
14 17.992 2529 2534 2545 rBV 540054 866131 8.53% 1.097%
15 19.280 2748 2753 2763 rBV 298030 472197 4._.65% 0.598%

16 19.739 2825 2831 2840 rBV 8665866 10149942 100.00% 12.854%
17 20.997 3041 3045 3053 rBvV 288203 414687 4._.09% 0.525%
18 21.297 3091 3096 3103 rBV 2202489 2829658 27.88% 3.584%
19 21.433 3116 3119 3123 rVB 239134 235399 2.32% 0.298%
20 21.862 3189 3192 3198 rBV 333103 435721 4._.29% 0.552%

21 22.327 3267 3271 3278 rBV 452561 604128 5.95% 0.765%
22 22.456 3290 3293 3298 rVB 246890 316965 3.12% 0.401%
23 22.839 3353 3358 3364 rBV 453336 643833 6.34% 0.815%
24 23.403 3450 3454 3461 rVB 392446 611860 6.03% 0.775%
25 23.550 3473 3479 3492 rVB 1401025 2864747 28.22% 3.628%

26 24.056 3561 3565 3572 rVB 286635 499334 4.92% 0.632%

Sum of corrected areas: 78963369
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM021819\

BM018845.D

18 Feb 2019 19:11

JussJ

K1511-01

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BM018845.D

5.30 6.88 (24

8.02

8.87

10.49

4.86
A

0

Time--> 3

T I T
10.00 10.50 11.00 11.50

T
9.50

I I
8.50 9.00

I
6.00

I I [
650 7.00 750 8.00

.50 4.00 4.50

5.00 5.50

Abundance

8000000

6000000

4000000

2000000

TIC: BM018845.D

1974

12.97

15.85

14.35 17,10

17.99 19.28

13.82 J L

O
Time--> 12.00

A
LN N B s S e e B B e e R D B B N B e Bt R B N B N N B B N B B B B O B N B N N N B B D B B B B D B B B

12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

TIC: BM018845.D

21.30

23.55

316 22.84 23}.CA 24.06
A )

N\

0
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\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 9

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

4._86 3.28 ng 300724 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 301 (4.857 min): BM018845.D (-297) (-) m/z 43.05 100.00%
a3
59
5000
101
R e e
83 4.60 4.80 5.00 5.20
o<.-,ﬁﬂ-l,|u...~!~|,....,-....-,....,..1.3?,1.4.7..,....,....,.29?. m/z 59.10 72.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000
59 460 4.80 500 5.20
m/z 101.10 28.70%
31 g3 101
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59
460 480 500 520
5000 101 m/z 58.00 17.88%
27 42 116
0'|ww-Nh'hi”?ﬁFﬁ"F“"l”"l'”'l'”'l'”'l'”'
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R e
59 4.60 4.80 5.00 5.20
m/z 41.05 9.82%
5000 41
o A2 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.24 Concentration Rank 1

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

7.24 81.48 ng 7475220 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 706 (7.240 min): BM018845.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 % 700 7.20 7.40 7.60
54 . . :
0 .':,f??.l,':.l.l.ﬁ..'.,....,....,....,.29?. m/z 68.10 51.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 S AR RARSE LRSS RS
7.00 7.20 7.40 7.60
33 44 o 105 m/z 134.00 33.05%
0'"|"L|I“éﬂ“J'M§§'LJh'W""w"'l”"l'“'l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole
132
700 7.20 7.40 7.60
5000 m/z 66.10 32.60%
104
14 27 39 51 GF " g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2744: 2-Cyclohexen-1-one R mamaa
68 7.00 7.20 7.40 7.60
m/z 69.10 21.13%
5000
96
40
0 '}?I?Z'“M"ﬁ?l'w"?¥"'l SRS EEB PR R N UL UL UL R
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\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 5.54 ng 866131 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2534 (17.992 min): BM018845.D (-2529) (-) m/z 73.00 100.00%
7B
43
5000 °
129
97 115 213 AR UL B e
| 143107171185 99 | 257 256 o, 17.60 17.80 18.00 18,20 18.40
Ob il m/z 60.00  71.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73

o

5000 29 LA L L L L L L L LB
17. 60 17. 80 18. OO 18 20 18. 40
129 256 m/z 43.05 56.05%
97 S
115 1571711851991
| I 143 199 227
BARERRRE:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73
43 5
17.60 17.80 18.00 18.20 18.40
5000 - 129 m/z 57.10 51.91%
143157 214
04

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

Abundance #83686: Pentadecanoic acid
43 73 17.60 17.80 18.00 18.20 18.40

> m/z 55.05 51 .64%
5000 29
3
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8
R.T. EstConc Area Relative to ISTD R.T.
19.28 3.34 ng 472197 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Tetratetracontane 619 C44H90 007098-22-8 18
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 18
Abundance Scan 2753 (19.280 min): BM018845.D (-2748) (-) m/z 73.00 100.00%
7
5000
129
i 1 2 om 119.00 19.20 1940 19.60
157 : : : :
o b 220 .|.l,2.1:?'. L2851 38 h77 60.00  67.91%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
8 7
5000 129 SRR SRR RN B
19.00 19.20 19.40 19.60
o 185 o 284 m/z 57.05 59.08%
0! 15 ul 15I.7 | |. 12:!'3 L | 265 ||
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance #83683: Pentadecanoic acid
48 73
119.00 19:20 19,40 19.60
5000 m/z 43.05 58.36%
129 242
‘ 97 ‘ 17 199
0 — H‘Iln ,ml.iwlt .““.‘. |\1|53| .‘ .‘. {I |2|2‘|]' 71
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid e B e e
78 19.00 19.20 19.40 19.60
43 m/z 55.05 51.32%
5000 129
185 228
Lis ]
0 .{.WFnM.HuWﬁMm J,%%{‘.;..u — S T T
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\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 11

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

21.00 2.93 ng 414687 Chrysene-di12 21.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91

2 3-Eicosene. (B)- 280 C20H40 074685-33-9 83

3 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 64

4 Cvclotetradecane 196 C14H28 000295-17-0 64

5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 58
Abundance Scan 3045 (20.997 min): BM018845.D (-3041) (-) m/z 57.10 100.00%

g7
83
5000
111
20.60 20.80 21.00 21.20 21.40
140 208
Ob Ll ,l 0T TP 28282 896 49 Tnyz 71.05  88.14%

m/z--> 50 100 150 200 250 300 350 400
Abundance #110007: Ethanol, 2-(hexadecyloxy)-

5000
20.60 20.80 21.00 21.20 21.40

m/z 43.10 69 .44%

141 169 196 224 255 5g,
0

m/z-->
Abundance

100 150 200 250 300 350 400

#106400: 3-Eicosene, (E)-
20.60 20.80 21.00 21.20 21.40
55.05 57.30%

50
57
83
5000 m/z
29 111
o J 1 l |139 167 196 224 252 280
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
mz--> 50 100 150 200 250 300 350 400

Abundance #129672: 1-Hexadecanesulfonyl chloride T T T
57 20. 60 20. 80 21. OO 21. 20 21. 40
83 m/z 83.05 57.20%
5000 11
29
1, 139 167 106 224 o71 07
ob bl ok b g d 4 0 L A
m/z--> 50 100 150 200 250 300 350 400 20. 60 20. 80 21. OO 21. 20 21. 40

8270-BM021119.M Tue Feb 19 14:34:22 2019

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Docosane, 9-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.86 3.08 ng 435721 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
4 Hexadecane 226 Cl16H34 000544-76-3 86
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86

Abundance Scan 3192 (21.862 min): BM018845.D (-3189) (-) m/z 57.05 100.00%

7

85
5000 4/\

s A AR N
141160 207 540 283 320358 402429 476 21,60 21.80 22.00 22.20

of A b A L L 208 B et el S m/z 71.10 86.34%
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #147092: Docosane, 9-butyl-
43
[ J\
5000 L LB L TIT T T[T 1T 1
21. 60 21. 80 22. 00 22. 20
% 182 m/z 85.10 59.92%
309
0 Li 227155 | 211 %2 5817 336 364
B e T B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99476: Nonadecane
57
R Em e e e
85 21.60 21.80 22.00 22.20
5000 m/z 43.10 54_.87%
29
oL L 3141160107 268
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151357: Octadecane, 1-iodo- AR REE S
57 21.60 21.80 22.00 22.20
m/z 55.05 23.04%
5000 85
29
0 J\ VLR 1% assan 253
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\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 6
R.T. EstConc Area Relative to ISTD R.T.
22.33 4.27 ng 604128 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptacosane 380 C27H56 000593-49-7 81
Abundance Scan 3272 (22.333 min): BM018845.D (-3267) (-) m/z 57.10 100.00%
85
5000
13 207 22.00 22.20 22.40 22.60
141169
oL LA LELEe0 T .2.3.7,2.6.7.2.9?. A1 403430460 %49 "m/z 71.10  90.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000
22.00 22.20 22.40 22.60
m/z 85.10 60.56%
99 27 196
o | 127155 | 225252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
57
22.00 22.20 22.40 22.60
5000 85 m/z 43.05 52.78%
29
ol bbb ey " ooz 300
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107652: Eicosane AR
57 22.00 22.20 22.40 22.60
m/z 55.05 22.81%
5000
85
29
ol 113141169 282
m/z--> 5b 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22 .46 2.21 ng 316965 Perylene-d12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 81
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 72
3 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 59
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 58

Abundance Scan 3294 (22.462 min): BM018845.D (-3290) (-) m/z 69.10 100.00%

9

5000
4 137 22.20 22.40 22.60 22.80
09=2" 177 208 . . . .
ol 235 282313341 402431 475 549 m/z 81.10 47 .15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69
5000 41 LA L L L L L L L
22. 20 22. 40 22 60 22. 80
m/z 41.10 18.19%
137
o j;og 191 231 273 341368 410
ey .”.,..” i e e IR o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
I e e
22.20 22.40 22.60 22.80
5000 m/z 68.10 12.48%
41
137
ol b 409 | 191 231 273 341 410
R e e e LR A RN S s S o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16355: 1,6-Octadiene, 3,5-dimethyl-, trans-
69 22.20 22.40 22.60 22.80
41 m/z 95.10 12.00%
5000
N ittt ettt N §
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.84 4.49 ng 643833 Perylene-d12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 3358 (22.839 min): BM018845.D (-3353) (-) m/z 57.05 100.00%
57
85
5000
113 22.60 22.80 23.00 23.20
141169
A , J : .“, Ly 197225252 262300 341360 402429 503 nzz 7105 88.45%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane

7

; L

5000 LN L L L L L L
22.60 22.80 23.00 23.20
m/z 85.05 62.32%
29 13
o L4 L) 141169197 225253 296
R e I R R e o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl-
43
R R o
71 22.60 22.80 23.00 23.20
5000 m/z 43.10 53.85%
99 196
ol J | 127155 | 1205252280
o T B R L B B o e o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115575: Eicosane, 10-methyl- T T T
57 22.60 22.80 23.00 23.20
m/z 55.05 23.14%
5000 85
113 154
0 L1 | 1183211239 281
S T T ] T e P e P e B el

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018845.D

Aca On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .06 3.49 ng 499334 Perylene-d12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 87
2 Heptacosane 380 C27H56 000593-49-7 74
3 Octadecane. 5-methvl- 268 C19H40 025117-35-5 72
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 64

Abundance Scan 3566 (24.062 min): BM018845.D (-3561) (-) m/z 57.10 100.00%

5000

23.80 24.00 24.20 24.40
m/z 71.10 87.18%

ol 325355 401429 476 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167078: Tetratriacontane

l%

5000 85
23.80 24.00 24.20 24.40

m/z 85.10 64 .00%

29 13
o 1 }41169197225253281311 367_410
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57
R e B R
23.80 24.00 24.20 24.40
5000 m/z 43.10 51.21%
85
29
ol ﬁ13141169197225253281 323351380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99482: Octadecane, 5-methyl- E BB Rt
43|71 23.80 24.00 24.20 24.40
m/z 55.05 22 .13%
5000

99
211
| 12715518371 253

L e NN R T

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40

%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021819\
Data File : BM018845.D

Acq On : 18 Feb 2019 19:11

Operator : JU/SJ

Sample : K1511-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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._.86 3.3 ng 300724 1 7.70 1834790 20.0
unknown7 .24 7.24 81.5 ng 7475220 1 7.70 1834790 20.0
n-Hexadecanoic acid 17.99 5.5 ng 866131 4 17.10 3125510 20.0
Octadecanoic acid 19.28 3.3 ng 472197 5 21.30 2829660 20.0
Ethanol, 2-(hexad... 21.00 2.9 ng 414687 5 21.30 2829660 20.0
Docosane, 9-butyl- 21.86 3.1 ng 435721 5 21.30 2829660 20.0
Pentadecane, 8-he... 22.33 4.3 ng 604128 5 21.30 2829660 20.0
Squalene 22.46 2.2 ng 316965 6 23.55 2864750 20.0
Heneicosane 22 .84 4.5 ng 643833 6 23.55 2864750 20.0
Tetratriacontane 24 _06 3.5 ng 499334 6 23.55 2864750 20.0
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