LSC Area Percent Report

Data Path :

Data File : BF111849.D

Aca On 4 Jan 2019 17:19
Operator : JU/SJ

Sample - K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

p

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121918_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 2.193 12 18 33 rvB
2 5.104 507 513 520 rBV
3 5.522 580 584 598 rBV
4 6.528 751 755 766 rBV2
5 6.669 774 779 782 rBV
6 6.716 784 787 792 rVB
7 6.893 813 817 821 rBV
8 7.051 840 844 847 rBV
9 7.451 907 912 915 rBV
10 7.657 943 947 950 rVvB

34 16.245 2405 2407 2418 rVB5

8270-BF121918.M Sun Jan 06 22:16:

peak
heiaht

334800

115721
1833070
1254253
3625111

225977
1220632
3544893
2494666

80912

1486533
5328957
123035
540624
51932

1519894
3014003
90572
45187
1402249

91285
407325
3259675
201285
1260997

173725
273658
85678
335714
1809851

315000
780873
240748

43735

24 2019

corr.
area
500075
132719
1702463
1185502
3246654

186141
985709
3060015
2518646
70214

1255414
4641659
112302
414449
51227

1378122
2666154
94551
61440
1141455

103749
419593
3151252
275576
1070047

153122
236750
84568
324416
1982507

361575
1073054
411647
100516

corr.
% max.
10.77%
2.86%
36.68%
25.54%
69.95%

4.01%
21.24%
65.93%
54 _.26%

1.51%

27 .05%
100.00%
2.42%
8.93%
1.10%

29.69%
57.44%
2.04%
1.32%
24 _59%

2.24%
9.04%
67 .89%
5.94%
23.05%

3.30%
5.10%
1.82%
6.99%
42_.71%

7.79%
23.12%
8.87%
2.17%

4.802%
3.344%
9.157%

0.525%
2.780%
8.631%
7.104%
0.198%

3.541%
13.092%
0.317%
1.169%
0.144%

3.887%
7.520%
0.267%
0.173%
3.219%

0.293%
1.183%
8.888%
0.777%
3.018%

0.432%
0.668%
0.239%
0.915%
5.592%

1.020%
3.026%
1.161%
0.283%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
BF111849.D

4 Jan 2019 17:19

Ju/sJ

K1018-01

9 Sample Multiplier: 1

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 F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.445 2437 2441 2448 rVB9 64403 109761 2.36% 0.310%

36 16.527 2450 2455 2461 rBV 110365 192387 4.14% 0.543%

Sum of corrected areas: 35455431
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF010419\

BF111849.D

4 Jan 2019 17:19

JussJ

K1018-01

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF111849.D

6.67 7.05

7.45

5.52

5.10

o=
Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

0

A
LI — T T

6.00

7.50

T |
4.50 5.00 5.50

TIC: BF111849.D

13.00
10.72

8.17 9.93 11.42

9.64
9.49

11.95

1&%17

11,.\0711.27

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

0

12.00

T
10.00

10.50
TIC: BF111849.D

I
11.00 11.50 12.50 13.00

14.92

14.06
15.54

14.52 14 15.18

s8]

16.01

13.90|| 14.22 N 16,2£91£_ﬁ453

Time-->

8270-BF121918.

13.50

T
18.00 18.50

I
17.00 17.50

15.50

16.00 16.50

14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.19 10.15 ng 500075 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 18 (2.193 min): BF111849.D (-12) (-) m/z 73.10 100.00%
73.1
5000 43.1
55.0 87.1
| 220 2.30 2.40 2.50 2.60
| A Y NS S A m/z 43.10 43.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
—rrq—rv-rv-rv-v—rq—rv—rv—rrv—rq—rv—rr
2000 430 550 2.20 2.30 2.40 2.50 2.60
87.0 m/z 55.05 29.42%
27.0 ‘
0 "I""I"JHH*"JJIJ"I“"'F?R'itl"l""l"'%q%q"l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 26.77%
29.0
15\'0 m | ‘ | ‘ L ‘ N \H | , 97.0
e S S I I IS I SUL IS SULILLS AU WA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.86%
5000 43.0
58.0
O''|""l"‘"‘l""'|”"|'"'l""l""l""l""l""l HUA IS AR RN AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.10 2.69 ng 132719 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 33
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 32
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 512 (5.098 min): BF111849.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
P "k 5ho 520 540
Ol e prreirr et e e || M7z 59.10  52.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LA LN LA R
59.0 480 500 520 5.40
m/z 101.00 14 _86%
31.0 g3 1010
O”I””“””Th”l”“I“”I””I““I””““”I“”I””I”'W”'W”'W””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4417: 3-Hexanol
59.0
480 500 520 540
5000 310 43.0 73.0 m/z 58.10 12.73%
\M ‘ ‘\ Il \‘ I | 850 1010
e R R A A AR RN KRR AR LSS ALY SARAN AALRS ARSI AL SARE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R A m ma
59.0 480 5.00 5.20 5.40
m/z 41.00 8.86%
5000
43.0
0 ‘ |, 10 830 980 1230 1410 159.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknown6.67 Concentration Rank 1

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

6.67 65.87 ng 3246650 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 779 (6.669 min): BF111849.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 o1 J "o ok ok 7ho
01 B o e T e m/z 68.10 42 _.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBEAREE RS UL S
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.59%
0 ‘ [y H 1 ‘ L 1
R P AL S WL AL AL UULALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk 5k ok 7ho
5000 980 1160 m/z 66.10 27.57%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|O| — |]|-8|9.|O|
m/z--> 20 40 60 80 100 120 140 160 180 |
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e AR AR
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.41%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.--nu----u---- IREBE ARSI S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

6.72 3.78 ng 186141 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 45
3 2-Propanol. 1-propoxv- 118 C6H1402 001569-01-3 39
4 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 37
5 Ethyl ether 74 C4H100 000060-29-7 33

Abundance Scan 788 (6.722 min): BF111849.D (-784) (-) m/z 45.05 100.00%
4.0
5000
59.0
72.1 ﬁrv—L*—y
| | |I| 80.0 103.1 6.40 6.60 6.80 7.00
G R R R RS AR AR RAARA RRLS AR RARAS AARSS SARAS BARRE BN m/z 59.00 33.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
48.0
2000 310 59.0 640 6.60 6.80 7.00
72.0 m/z 72.10 20.84%

0 190 || . | |, 890 10401160 1350
..,....,....,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-

45.0

6.40 6.60 6.80 7.00

5000 59.0 m/z 43.05 14 _46%
31.0
73.0
“ || 850 103.0
0..,....,....,....,....,....,....,.... R R R e L RS R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8832: 2-Propanol, 1-propoxy-
45.0 6.40 6.60 6.80 7.00
m/z 73.05 12.33%
73.0
5000
59.0
31.0
Y I 2 R N N Y y__ 890 1030 117.0
..,....,....,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF121918.M Sun Jan 06 22:16:27 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.95 7.35 ng 419593 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1677 (11.951 min): BF111849.D (-1672) (-) m/z 73.10 100.00%

43.0 31

5000

-

11.60 11.80 12.00 12.20
0 m/z 43.05 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107549: n-Hexadecanoic acid

[e2]
Q
o

5000 129.0 R S e e
11.60 11.80 12.00 12.20

83.0 5
1570 1g50 2130 256.0 m/z 59.95 88.28%
Ol rrrad®.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
T T
11.60 11.80 12.00 12.20
5000 129.0 m/z 55.05 81.59%
0 .1.5.'?. ‘a‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid T
73.0 11.60 11.80 12.00 12.20
43.0 m/z 57.05 80.23%
- T N\AL
0 15.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF121918.M Sun Jan 06 22:16:28 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 1-Dodecanol, 2-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.15 ng 275576 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 90
Abundance Scan 2008 (13.898 min): BF111849.D (-2004) (-) m/z 57.10 100.00%

5711

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 81.56%

o 140.1 169.1 209.1 239.3 281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0

E

13 60 13. 80 14. OO 14. 20
111.0 m/z 55.10 55.82%

o 139.0 167.0 196.0 204.0 252.0 280.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

¥

Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 53.76%
29.0
ddop Lo mo seo o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R BN RREEE T
57.0 13.60 13.80 14.00 14.20
m/z 83.10 45.68%
5000
29.0 B0
o J ' H | [M10 1390 1960 2240 2690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. OO 14. 20

8270-BF121918.M Sun Jan 06 22:16:29 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.22 2.86 ng 153122 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2063 (14.221 min): BF111849.D (-2059) (-) m/z 57.10 100.00%
57.1
|99- "' 14.00 14.20 14.40 14.60
141.1 183.1 - - - -
0....|,'.""ll‘| o 2202 2822 "m/z 43.10 65.36%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
i M“JL\'M
5000 LRI LIS BRI UL R
Mmmmmmmm
99.0 m/z 71.10 56.29%
0 27j0 ‘ A 1410 1830 2250 266,0296.0
miz--> 0 §o 100 1%0 200 2éo 360 3%0 '
Abundance #209566: Octacosane
57.0
"' 14.00 14.20 14.40 14.60
5000 m/z 85.10 43.73%
99.0
0 ﬂpJLlnlmwlmonm 281.0 337.0 394.0
miz--> 0 §o 160 1%0 200 250 360 3éo '
Abundance #141433: Pentadecane, 8- hexyl— LI L L N BN B
43.0 14.00 14.20 14.40 14.60
m/z 55.05 27 .64%
5000 85.0 MMMNj\wJﬂmwwuﬂwwwwwwwﬂvkah
196.0
ob ot d Ly P70 | 2300 2800 R
miz--> 0 50 1m 1m 200 250 300 350 Mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .52 4.43 ng 236750 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2114 (14.521 min): BF111849.D (-2111) (-) m/z 57.10 100.00%
57.1
5000 85.1

1 14.20 14.40 14.60 14.80
| 14111692 211.2
ol A bk 1'1' 2002 211223038 2821 3221 3692 nsz 43.05  69.00%

m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
571.0
5000 LA L L L L L B LB L |
85.0 14.20 14.40 14.60 14.80
29.0 m/z 71.10 61.05%
o ‘ | ) | [30141.0160.0107.0225.0253.0281.0309.0338.0
B B el e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
L e
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 48.31%
29.0 .
L J | | [M30141.0160.0107.0225.0253.0 295.0323.0 367.0
e A e T e T
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane e e
57.0 14. 20 14. 40 14. 60 14. 80

m/z 41.10 26 .06%

5000 85.0
29.0
| “] 113:0141.0169.0107.0225.0253.0  296.0

o e e

T _'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.83 6.05 ng 324416 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 83
5 Hexatriacontane 507 C36H74 000630-06-8 80
Abundance Scan 2166 (14.827 min): BF111849.D (-2164) (-) m/z 57.10 100.00%
57.1
5000
.0 e e aeon aelen
149 1 14.60 14.80 15.00 15.20
ol \ A .‘l.ll iy 38222101 25312841 8531 1 ThozzT 43,10 66.21%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LRI B SULRUL UL U

14.60 14.80 15. OO 15 20

m/z 71.10 58.09%
99.0
2700 | | [T, 1410 1830 2250 2670 3230 _ 3300
e R
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
e e
14.60 14.80 15.00 15.20
5000 m/z 85.10 43.12%
oL 27,0 lt\.l 1410 1830 2250 267.0 300.0 352.0
i T B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L e AR
57.0 14.60 14.80 15.00 15.20
m/z 55.10 27.01%
5000
99.0
i ...., T e B AN B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.92 36.95 ng 1982510 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 95
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2182 (14.921 min): BF111849.D (-2176) (-) m/z 69.10 100.00%
69.1
5000
38‘0 for ]1,137 . 1751  231.2 273.3307.2 3413 410.4 1460 1480 15.00 1520 _
oL 380 by diyy Ly 2on, 2812 278330723413 410 m/z 81.05 52.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000 A U SO IR SRR

14.60 14.80 15.00 15.20
m/z 41.10 25.32%

o 290‘“ L j ” J|}610191o 231.0 273.0 341.0 410.0
i . T T T T T
m/z--> 50 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—r

14.60 14.80 15.00 15.20

5000 m/z 95.05 15.22%
7.0
01220 il }0” ) | 191.0 2310 273.0 341.0 410.0
- e e e e AL
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- T T T T
69.0 14. 60 14. 80 15. OO 15. 20

m/z 137.10 11.58%

5000
136.0
2%.0\\ \‘ I :‘.\OQ.O‘” “ 177.0 215-0248'0

O T A o I e e e e o e I LA B e o R R e L

T
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.18 6.74 ng 361575 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 91
Abundance Scan 2226 (15.180 min): BF111849.D (-2222) (-) m/z 57.10 100.00%
57.1
5000
141.2 14.80 15.00 15.20 15.40
ol 1] ‘ “ Lityn 1832 2252 275130933412 | nsy 43.10  63.21%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 A DU B U R
Mmﬁmﬁmﬁm
99.0 m/z 71.05 59.49Y%
0 g ﬂyﬂlmonmzaom% 367.0
m/z--> 55 160 1%0 200 250 300 3%0 '
Abundance #209566: Octacosane
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 45_.97%
99.0
Ozﬁ g lmwlwonm 281.0 337.0 394.0
m/z--> 50 160 150 200 2%0 360 3%0 '
Abundance #141426: Heneicosane T e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.35%
5000
99.0
m/z--> 50 100 1%0 200 250 360 3%0 ' 1480 1500 1520 1520 '

8270-BF121918.M Sun Jan 06 22:16:33 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111849.D

Aca On : 4 Jan 2019 17:19

Operator : JU/SJ

Sample : K1018-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Octadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.53 3.59 ng 192387 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2455 (16.527 min): BF111849.D (-2450) (-) m/z 57.10 100.00%
57.1
0 a1 1620 16.40 16.60 16.80
-1171.0 207.1 ) ) ] : : : :
oL L l A LA 2071 2312851 301 SO0 6 e
m/z--> 0 50 100 150 200 250 300 350
Abundance #117649: Octadecane, 2-methyl-
57.0
5000 L UL SRR SRR IR
16.20 16,40 16.60 16.80
99.0 2950 m/z 43.10 60.18%
oL 2Ol Ly 1410 ses0 | 2es0
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
1620 16.40 16.60 16.80
5000 m/z 85.10 45_.13%
27,0 ‘990 141.0
ol P b e 1830 2250 2670 3230 3800
m/z--> 0 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R AEmEEEE L
57.0 16.20 16.40 16.60 16.80
m/z 55.10 27.03%
5000
99.0
o270l L} ‘\ | 1419 1830 2250 267.0 3090 3520
m/z--> 0 50 100 1% 2& 250 300 350 16.20 16.40 16.60 16.80

8270-BF121918.M Sun Jan 06 22:16:33 2019
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Data Path :
Data File : BF111849
Acq On :

Operator : JU/SJ
Sample - K1018-01
Misc :
ALS Vial :

Quant Method
Quant Title

Tentatively ldentified Compound (LSC) summary

.D

4 Jan 2019 17:19

9 Sample Multiplier: 1

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name

Butane, 2-methoxy. ..
2-Pentanone, 4-hy...
unknown6.67

Ethanol, 2-(2-eth...
n-Hexadecanoic acid
1-Dodecanol, 2-oc...
Heneilcosane
Tetracosane
Heptacosane
Squalene

Hexacosane
Octadecane, 2-met...

8270-BF121918.M Sun Jan 06 22:16:33 2019

RT EstConc

2.19 10.2
5.10 2.7
6.67 65.9
6.72 3.8
11.95 7.3
13.90 5.2
14 .22 2.9
14 .52 4.4
14.83 6.0
14.92 37.0
15.18 6.7
16.53 3.6

Units Response

ng
ng
ng
ng
ng
ng
ng
ng
ng
ng
ng
ng

500075
132719
3246650
186141
419593
275576
153122
236750
324416
1982510
361575
192387

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF010419\

|--Internal Standard---|
Resp Conc]|

|#

(N NerNepRea e Mo RNl sl ol

RT

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

985709
985709
985709
985709
1141460
1070050
1070050
1070050
1073050
1073050
1073050
1073050
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