LSC Area Percent Report

Data Path :

Data File : BF111851.D

Aca On 4 Jan 2019 18:14
Operator : JU/SJ

Sample - K1018-02

Misc :

ALS Vial : 11 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 2.205 13 20 26 rvB
2 5.104 509 513 521 rVB
3 5.528 580 585 602 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 7.457 904 913 916 rBV
10 7.657 944 947 950 rBV

24 14.057 2031 2035 2039 rVB
25 14.216 2059 2062 2067 rBV

26 14.527 2111 2115 2120 rBV
27 14.839 2165 2168 2171 rVB
28 14.916 2177 2181 2185 rVB
29 15.180 2223 2226 2232 rBV
30 15.545 2283 2288 2298 rBV

31 16.015 2364 2368 2373 rVB2

peak
heiaht

436639

117451
2046449
1575029
4318976

144879
1305363
4116097
2931222

135902

1556563
6320773
487779
668934
1503026

243171
85001
3538910
1371316
197115

4678759
70814
261395
1196673
72750

115302
151337
822581
153591
797632

94021

Sum of corrected

8270-BF121918.M Sun Jan 06 22:17:

02 2019

corr.
area
556512
133229
2057527
1481690
3879422

127650
1056941
3677958
3206937

117755

1344816
5536414
475234
525757
1395729

182203
74992
3157111
1139089
194272

4300680
103407
311091

1037096

67059

129700
140407
816760
173908
1195712

145438

areas:

corr.
% max.
10.05%
2.41%
37.16%
26.76%
70.07%

2.31%
19.09%
66 .43%
57.92%

2.13%

24 _.29%
100.00%
8.58%
9.50%
25.21%

3.29%
1.35%
57.02%
20.57%
3.51%

77.68%
1.87%
5.62%

18.73%
1.21%

2.34%
2.54%
14 _.75%
3.14%
21.60%

2.63%

38742496

5.311%
3.824%
10.013%

0.329%
2.728%
9.493%
8.278%
0.304%

3.471%
14 .290%
1.227%
1.357%
3.603%

0.470%
0.194%
8.149%
2.940%
0.501%

11.101%
0.267%
0.803%
2.677%
0.173%

0.335%
0.362%
2.108%
0.449%
3.086%

0.375%
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF111851.D

6.67 705

7.46

5.53

5.10

0
Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

AN
T T T T LI T T T

T
6.00

7.50

T |
4.50 5.00 5.50

TIC: BF111851.D

13.00

10.72

8.17 9.93

11.42

937 9.64

.96 11.94

A

10.51

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

13.
0=

12.50 13.00

11.50

12.00

I
10.00

10.50 11.00
TIC: BF111851.D

9.50

14.06

14.92 15.54

g, 1389 o0 1453 148k 1518 16.02

Time-->

8270-BF121918.

13.50

A
T T T T T T T

18.50

I T
17.00 17.50 18.00

16.00 16.50

14.50

15.00

—T
15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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.

2.20 10.53 ng 556512 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 83
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 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 23
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 16

Abundance Scan 19 (2.199 min): BF111851.D (-13) (-) m/z 73.10 100.00%

73.1

a1
al
=

5000 43.0
87.1
| | 2.20 2.30 2.40 2.50 2.60
o B R OB 1 N — m/z 43.05 45_48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 31.21%
2
0 .,...‘a‘,....‘,:.‘..,....,....,.l..,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 87.10 24.96%
29.0
0 H\ ‘ . ‘ ! “\ \‘ ! I 97.0 112.0 129.0
B L e B AR i e o e e AREARERE S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- AR B R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.42%
5000 43.0
58.0
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF121918.M Sun Jan 06 22:17:03 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 9

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

5.10 2.52 ng 133229 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 45
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 512 (5.098 min): BF111851.D (-509) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 TR T T T T T
| 83.0 | 480 5.00 5.20 5.40
ot e e e e m/z 59.00 54.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL IR
59.0 480 500 520 5.40
m/z 101.00 17.21%
31.0 83.0 93010‘1.0
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.00 13.77%
41.0
29.0 101.0
ol AL, 800 L), 730 860 J... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— T[T T T T[T T T[T T T T[T
59.0 480 5.00 5.20 5.40
m/z 41.10 8.99%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40

8270-BF121918.M Sun Jan 06 22:17:04 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

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 73.41 ng 3879420 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
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 Xenon 132 Xe 007440-63-3 9

Abundance Scan 779 (6.669 min): BF111851.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 w1 [| L %o o4 650 680 700
Obr el el A8 L0 Ml Tm/z 68.10 42.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IREBEAREE RS L S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.47%
| H 1 7#'0 . L
s A RN RN RN R RARA NAARA RAARY SRR NN SARRS RARAE AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 28.24%
33.0 44.0 0.0 105.0
. L0000 || s
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.81%
117.0
5000
39.0 910
720 1 e e | e |l
O o L ST T T e S
mz-> 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 22:17:05 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 12

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

6.72 2.42 ng 127650 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-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
3 (H-(H)-1.2-Propanediol 76 C3H802 004254-15-3 37
4 Ethanol. 2-T2-(2-propenvloxy)eth... 146 C7H1403 015075-50-0 36
5 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 9

Abundance Scan 788 (6.722 min): BF111851.D (-784) (-) m/z 45.05 100.00%
48.0
5000 &A\
59.0
e o0 650 680 700
103.0 : : : :
o..,....,....,....',-.|!..,....!....,I'.'..ﬁ“.?.,....,....,....,... m/z 59.05  35.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
48.0
5000
310 00, 6.40 6.60 6.80 7.00
' m/z 72.00 21.48%
\‘ ‘ 89.0 1040 1459
0"P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”
m/z--> 10 20 50 60 70 80 90 100 110 120
Abundance #8863. 2-Propanol, 1-(1-methylethoxy)-
48.0
6.40 6.60 6.80 7.00
5000 £9.0 m/z 42.95 16.34%
31.0 '
73.0
0 ‘\‘ \M‘ L 85.0 103.0
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 10 50 60 70 80 90 100 110 120
Abundance #946 (S)-(+)-1,2-Propanediol
48.0 6.40 6.60 6.80 7.00
m/z 73.00 13.14%
5000
m/z--> 10 2'0 3'0 40 50 60 70 8 90 100 110 120 6.40 6.60 6.80 7.00

8270-BF121918.M Sun Jan 06 22:17:05 2019

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5

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

9.37 6.81 ng 475234 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 p-l1sopropoxvaniline 151 C9H13NO 007664-66-6 58
3 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 58
4 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15NO3 1000107-08-7 42
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 25

Abundance Scan 1238 (9.369 min): BF111851.D (-1233) (-) m/z 43.05 100.00%
43.0
109.1
5000 151.1
69.1 85.0 9.00 9.20 9.40 9.60 9.80
0 ...,....',|...-'.|-, bl e AL 182 m/z 109.10  71.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
A
5000 SRS NRERU AR SRR
9.00 9.20 9.40 9.60 9.80
69.0 g5 0 m/z 151.10 47 _95%
0 ---.217-9-.‘--‘-““ ,m,\uul‘ ,\,‘MI,IH,II‘}??IOIH lllllﬁf’;ollllgalz.,ol 211.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24948: p-lsopropoxyaniline
109.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.05 19.84%
80.0 151.0
20 880 | |
e L S U UL B B B L S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester) B B B e e e R
43.0 109.0 9.00 9.20 9.40 9.60 9.80
' m/z 85.05 12.80%
5000
80.0
151.0
0"'w'"w'w'w"'W'“'P*M'N"'w"'w"'w"'w"'l NSRS AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BF121918.M Sun Jan 06 22:17:06 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.94 3.41 ng 194272 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 1675 (11.939 min): BF111851.D (-1672) (-) m/z 43.05 100.00%

43.0 3.0

5000
129.1

97.0 213.2 s e dastin
157.1 1852 256.2 11.60 11.80 12.00 12.20

m/z 72.95 89.89%

-

04
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
11.60 11.80 12.00 12.20

83.0 5
1570 1g50 2130 256.0 m/z 59.95 86.80%
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
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 72 .84%
0 .1.5.'?. ‘a‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 W
Abundance #72643: Tridecanoic acid e A RERRE REmaE
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.05 69 .56%
B T WI\L’V‘/
0 15.0
- IIIIIIIIIIIIIIIIIIIIII
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 22:17:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 1-Docosene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.89 6.00 ng 311091 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94

Abundance Scan 2007 (13.892 min): BF111851.D (-2004) (-) m/z 57.10 100.00%
57.1
97.1
5000
1251 "13/60 13180 1400 1420
154.1 : : : :
) — 18122102 24912810 m/z 43.10 99.85%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
54,0
97.0
5000 SRR SR SR B
13.60 13.80 14.00 14.20
28,0 95 0 m/z 55.10 92 .24%
0 ‘\‘ \LJJ H \“ ‘L ‘\ 1153'0181'0 308'0
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 SRR SR SR B
13.60 13.80 14.00 14.20
5000 m/z 83.10 76.76%
29.0 125.0
oL L) L[] 54018202100 2550 356.0
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane e BB R
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 68 .55%
5000
29.0 125.0
ol d ] || psto 160240 2690 apoo
L IR L L L AL L L R R AL A A

m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF121918.M Sun Jan 06 22:17:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.50 ng 129700 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 2115 (14.527 min): BF111851.D (-2111) (-) m/z 57.10 100.00%
57.1
5000
J”l 1420 1440 14'60 1480
141.1 207.1 . . . )
ol A Lid bty 20212810 918 Thyz 43.10  76.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LN BRI ISR BRI B
Mmmmmmmm
99.0 m/z 71.10 63.70%
0 J | | | 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #209566: Octacosane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 46.57%
99.0
oL ] I Iy, 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 300 350 460 !
Abundance #94346: Heptadecane L L L B L BN |
57.0 14.20 14.40 14.60 14.80
m/z 55.10 29.94%
5000
99.0
RECREE || 1410 1830 2400
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 1420 1440 1460 14%0 '

8270-BF121918.M Sun Jan 06 22:17:08 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 13
R.T. EstConc Area Relative to ISTD R.T.
14.84 2.35 ng 140407 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2168 (14.839 min): BF111851.D (-2165) (-) m/z 57.10 100.00%

57.1

5000 A,\L_J

l ‘ 1411 1831 41 2611 14,60 14.80 15.00 15.20
ol b ] “ Aed g eS8 L 8980 0 "m/z 43.05 63.15%

1
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LIRS

14.60 14.80 15.00 15.20
m/z 71.10 62.04%

99.0
qﬂ}|’“”#@ 183.0 2250 267.0 309.0 351.0380.0

0...;quh.‘ LTI s s A T A L e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
571.0
R R R EEREE
14.60 14.80 15.00 15.20
5000 m/z 85.10 46.12%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
....,... T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R I
57.0 14.60 14.80 15.00 15.20
m/z 55.05 24 _.55%
5000
0 2@0‘ h \““\ 1410‘ 183.0 225.0 267.0 309.0338.0
T e e = I B REE R R S R
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF121918.M Sun Jan 06 22:17:09 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 13.66 ng 816760 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
4 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 50
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 47
Abundance Scan 2182 (14.921 min): BF111851.D (-2177) (-) m/z 69.10 100.00%
69.1
5000
ﬂo #w 1751 2312 273.2 341.3 410.3 1460 1480 15.00 1620 _
o800 g " Ay 22n  ashe 2732 0 o4lS | 410+ m/z 81.10 51.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 AUV AR IR
14,60 14.80 15.00 15.20
m/z 41.10 26.71%
o N 07% L 1750 231.0 2730 3410
m/z--> 50 100 15 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.60 14.80 15.00 15,20
5000 m/z 95.10 13.63%
137.0
0290 | P70 _191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl- LN LU AL B B |
69.0 14.60 14.80 15.00 15.20
m/z 68.10 11.18%
5000
0 27\0\ (TR 12:\3 0
mz-> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF121918.M Sun Jan 06 22:17:09 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.91 ng 173908 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2226 (15.180 min): BF111851.D (-2223) (-) m/z 57.05 100.00%
57.0
5000
L] 991 14.80 15.00 15.20 1540
41.2 - : : :
N ll L pii2172120712802 2811 3271 0 Gy 43.10  63.90%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 hmj
5000 A SRR DR DU R
Mmﬁmwmﬁm
m/z 71.10 62.05%
oL 27,0 t\.l 1410 1830 2250 267.0 300.0 3520
m/z--> 55 100 1%0 260 2éo 360 3%0
Abundance #202661: Heptacosane
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 42 .68%
99.0
o 27,0{ j ] n | 1410 1830 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1%0 200 250 360 3%0
Abundance #194494: Hexacosane BRI BLELELEL BLELEL L B ]
57.0 14.80 15.00 15.20 15.40
m/z 55.05 25.73%
5000
99.0
27.0| h Ly | P10 1830 2250 267.0 309.0  366.0
m/z--> m 1& 1% 2m 250 3& 3% M%ﬁ%ﬁ%ﬁ%

8270-BF121918.M Sun Jan 06 22:17:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010419\
Data File : BF111851.D

Aca On : 4 Jan 2019 18:14

Operator : JU/SJ

Sample : K1018-02

Misc :

ALS Vial : 11 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 13 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.43 ng 145438 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2369 (16.021 min): BF111851.D (-2364) (-) m/z 57.10 100.00%
57.1
5000
P luimos  ooms e 15180 16100 16.20 1640
INNEE DV ¥ 15 Y Bt ori G v it — m/z 71.05 64.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164579: Tricosane
57.0
5000 L BRI BN SULULILN B

15.80 16.00 16.20 16.40
m/z 43.10 62.23%

] 1113 .0 169.0 2950 324.0
R B s
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
R S N EaEmE s
15.80 16.00 16.20 16.40
5000 m/z 85.10 49_.12%
0 . 130 1690 225.0 281.0 365.0
T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane i L e e
57.0 15.80 16.00 16.20 16.40
m/z 55.10 29.67%
5000
13.0 169.0
ol —H L 20 225D 261.0 337.0 393.0 449.0 505.0 5620 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16. 20 16. 40

8270-BF121918.M Sun Jan 06 22:17:11 2019 Page: 14



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Top Hit name

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF010419\
BF111851.D

4

Jan 2019 18:14

Ju/sJ
K1018-02

11

Sample Multiplier: 1

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

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

RT EstConc

Butane, 2-methoxy. .. 2.20 10.5
2-Pentanone, 4-hy... 5.10 2.5
unknown6.67 6.67 73.4
Ethanol, 2-(2-eth... 6.72 2.4
2,4,7,9-Tetrameth. .. 9.37 6.8
n-Hexadecanoic acid 11.94 3.4
1-Docosene 13.89 6.0
Hentriacontane 14 .53 2.5
Heptacosane 14.84 2.4
Squalene 14.92 13.7
Pentacosane 15.18 2.9
Tricosane 16.02 2.4

8270-BF121918.M Sun Jan 06 22:17:11 2019

Units Response

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

556512
133229
3879420
127650
475234
194272
311091
129700
140407
816760
173908
145438

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

|#

OOV~ WREREEREE

RT

1056940
1056940
1056940
1056940
1395730
1139090
1037100
1037100
1195710
1195710
1195710
1195710
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