LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 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 F\METHODS\8270-BF102318.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 2.293 30 35 44 rVB 363009 498329 20.54% 2.164%
2 5.204 525 530 539 rBV 64767 93233 3.84% 0.405%
3 5.581 589 594 597 rBY 2251171 2116145 87.22% 9.188%
4 6.581 759 764 778 rBVY 2051693 2426236 100.00% 10.534%
5 6.728 784 789 792 rBV 2344392 2333426 96.17% 10.131%
6 6.951 824 827 833 rBV 740083 622793 25.67% 2.704%
7 7.110 850 854 857 rBVY 2047412 1787364 73.67% 7.760%
8 7.522 918 924 938 rBY 1340460 1488045 61.33% 6.461%
9 8.234 1041 1045 1066 rBVY 695686 823043 33.92% 3.574%
10 9.310 1222 1228 1231 rBvV 2807363 2408386 99.26% 10.457%

11 9.704 1291 1295 1305 rVB 232586 244704 10.09% 1.062%
12 9.992 1340 1344 1358 rVB 808159 825159 34.01% 3.583%
13 10.786 1475 1479 1492 rBV 1217424 1194038 49.21% 5.184%
14 11.486 1594 1598 1606 rBV 696419 717100 29.56% 3.114%
15 11.986 1675 1683 1694 rBV2 148484 221339 9.12% 0.961%

16 12.704 1800 1805 1813 rBV 90712 100436 4.14% 0.436%
17 12.774 1813 1817 1823 rBV 59219 78989 3.26% 0.343%
18 12.933 1838 1844 1850 rVB 67377 94533 3.90% 0.410%
19 13.069 1862 1867 1870 rBV 1588226 1431852 59.02% 6.217%
20 13.945 2012 2016 2021 rBV 157641 195535 8.06% 0.849%

21 14.133 2044 2048 2057 rVB 556214 644837 26.58% 2.800%
22 14.263 2066 2070 2074 rVB 100050 106577 4_.39% 0.463%
23 14.563 2117 2121 2127 rBV 248139 266700 10.99% 1.158%
24 14.880 2171 2175 2180 rVB 374287 386087 15.91% 1.676%
25 15.233 2228 2235 2239 rBV 462913 550397 22.69% 2.390%

26 15.627 2298 2302 2305 rBV 343081 475424 19.60% 2.064%
27 15.657 2305 2307 2313 rVB2 273893 358403 14.77% 1.556%

28 16.086 2375 2380 2387 rVB 240959 361700 14.91% 1.570%
29 16.615 2465 2470 2476 rVB2 102000 180859 7.45% 0.785%

Sum of corrected areas: 23031669
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF110506.D

2500000 6.73
5.58

6.58 7.11
2000000

1500000 752

1000000
6.95

500000 2.29

OJ e L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110506.D

2500000

2000000

13.07

1500000
10.79

1000000
9.99
8.23 11.49

500000

9.70
L 11.99 121207312.9%
o\

o e S e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110506.D

2500000
2000000
1500000

1000000

14.13
14.88 1523
14.56

500000
13.94 |14.26

e

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.29 16.00 ng 498329 1,4-Dichlorobenzene-d4 6.95
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Borane. dimethoxv- 74 C2H7BO2 004542-61-4 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 35 (2.293 mm) BF110506.D (-30) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.1

| 220 240 2.60
e bt || M7z 43.05 0 41.71%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 P T
43.0 220 240 260
55.0 87.0 m/z 55.00 29.56%
29.0
~|~"ﬁ-~=ﬁJ~|~-w-~-i=~|~-w-~-w-~|~-w-~-w-~
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 AR S —
220 240 2.60
5000 410 55.0 m/z 87.10 26.72%
29.0 ‘
T Y P O 7 Y=Y S~V
miz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T T L
73.0 220 240 260

m/z 41.05 13.70%

5000
45.0
29.0
W ‘\ 55.0 ‘ 101.0
SR S WO PN - - AN
2.20 2.40 2.60

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 11

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

5.20 2.99 ng 93233 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 529 (5.199 min): BF110506.D (-525) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SRARSRARES RARSS RN
| 83.0 | 480 5.00 520 5.40 5.60
S| USSRV | NS BN N m/z 59.00 56.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 18.60%
1 I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 58.00 16.21%
20.0 101.0
e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one S I LI N L B
43.0 480 5.00 520 5.40 5.60
m/z 41.10 10.91%
5000
55.0
27.0 ¥ 710 830 980
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 74.93 ng 2333430 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (6.728 min): BF110506.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR SRS SRR
40.0 54.0 6.40 6.60 6.80 7.00
gL0 e m/z 68.10 37.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR R LA
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.19%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.46%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R ASREammmsses
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.15%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF102318.M Wed Nov 07 15:56:01 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.99 6.17 ng 221339 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 1684 (11.992 min): BF110506.D (-1675) (-) m/z 73.00 100.00%

256.3 11.60 11.80 12.00 12.20 12.40
m/z 43.10 95.21%

43.1 73.0
5000 129.1
v““ 97.1 157.1 185.1 213.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 LA L L B B
11. 60 11. 80 12. OO 12. 20 12. 40

83.0 3
1570 1g50 2130 256.0 m/z 60.00 87.50%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.05 77 .15%
171.0
[ ) L
...,.‘1..‘,“ AL HH I m R A N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L
43.0 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 76.79%
h T \M/\/\L
15.0 \‘ ‘
”.P.”,”. T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.20 ng 78989 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1816 (12.769 min): BF110506.D (-1813) (-) m/z 43.00 100.00%
430 730
5000 1291
98.0 S —
| ,J“ 165118512070 2412 12140 1260 12.80 13.00 |
SNBSS | m/z 73.00 88.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

12.40 12.60 12.80 13.00

83.0 0
1570 1g50 2130 256.0 m/z 55.00 86.16%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 B o R
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 85.94%
50 Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B o
43.0 73.0 12.40 12.60 12.80 13.00
m/z 60.00 71.28%
5000 129.0
.1.5.(,). ‘a‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5-Octadecene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.06 ng 195535 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
2 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 2017 (13.951 min): BF110506.D (-2012) (-) m/z 57.05 100.00%
57.0
97.1
5000
30.1 1821 2291 13.60 13.80 14.00 14.20
m/z 43.05 89.37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104186: 5-Octadecene, (E)-
54.0
5000 AR AR B S
or.0 13.60 13.80 14.00 14.20
I l m/z 55.00 72 .65%
l|l [ 139.0 1810  252.0
m/z--> 50 150 200 2éo 300 350 400 450
Abundance #233557: Tricosy! pentafluoropropionate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.00 63.57%
LU, }3?? 1810 22402640 3220 367.0 468.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate  REEEE
57.0 13.60 13.80 14.00 14.20
m/z 97.10 61.52%
97.0
‘ } 4 ;81 0222.0 264.0 322.0 367.0 418.0
m/z--> §o 160 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.26 3.31 ng 106577 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80
Abundance Scan 2070 (14.263 min): BF110506.D (-2066) (-) m/z 57.05 100.00%
57.0
LA SRR DU BURIUR SR
141.1 197.1 231.1 283.1 14.00 14.20 14.40 14.60
|, l lll“J..",'...'.,....",....,....,...., m/z 43.10 67.73%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 L S BN IR A
14.00 14.20 14.40 14.60
oo m/z 71.10 57.01%
l LI |10, 1420 1830 2250 2620
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.05 48 _.37%
99.0
‘ } | ;’ |, 1410 18202170 25202810 3999
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R B B R Bt e
57.0 14.00 14.20 14.40 14.60
m/z 55.00 25.68%
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .56 8.27 ng 266700 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2121 (14.563 min): BF110506.D (-2117) (-) m/z 57.05 100.00%
57.0 ﬂ
5000
990 14.20 14.40 14.60 14.80
155.1 : - : :
ol l ,I A go 1951 o7a22802581 3071 ot 64 6T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 N SRR B UL IR B
14.20 14.40 14.60 14.80
‘ m/z 71.10 61.08%
2§0| | ,9?0, 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
14.20 14.40 14.60 14.80
0
5000 85.0 m/z 85.05 45_13%
‘ ‘ | | 1270 1600 2250 266.0295.0 337.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T T
57.0 14.20 14.40 14.60 14.80
m/z 41.05 21.15%
- VJLK‘AMAQ\
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.88 11.97 ng 386087 Chrysene-di12 14.13
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 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2175 (14.880 min): BF110506.D (-2171) (-) m/z 57.10 100.00%
57.1 r
5000
s 1460 1480 15,00 1520
141.1 : : : :
- .l, A ML 2972 2401 2952 | sz 43.10 64 16%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 L B BB BRI UL
mmmmmmmm
99.0 m/z 71.05 60.86%
270 I A |4 1440 1830 2250 26602960
miz--> 0 éo 100 1éo 260 250 360 3%0 '
Abundance #209565: Octacosane
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.10 46 .05%
99.0
2710 ] ) [ I }410 183.0 2250 281.0 337.0  394.0
miz--> 0 éo 100 150 260 250 360 3%0 '
Abundance #202662: Heptacosane T
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22 .75%
99.0
2?,0{ | [T, 141.0 1830 2250 267.0 323.0  380.0
miz--> 0 50 1(')0 1éo 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\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.09 20.18 ng 361700 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2381 (16.092 min): BF110506.D (-2375) (-) m/z 57.10 100.00%
57.1
5000 J\\,ﬁ_~d~¢-}\w\~_,__,-V_J
%20 715180 16,00 16,20 1640
141.1 : : : -
ol A UL Ly Mbtir0 2102 2660 3001 1 o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
5000 LI IR UL SR B
15.80 16.00 16.20 16.40
99.0 m/z 43.05 58.85%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 15 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15,80 16.00 16,20 16.40
5000 m/z 85.10 51.14%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #194493: Hexacosane RS e e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.43%
5000
99.0
Cl Ll 1o 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40

8270-BF102318.M Wed Nov 07 15:56:05 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110618\
Data File : BF110506.D

Aca On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample : J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.62 10.09 ng 180859 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2471 (16.621 min): BF110506.D (-2465) (-) m/z 57.10 100.00%
57.1
5000 "\*-~Mrﬂ~ku~v/\wuw,%w&,wN~Mv
sad "' 16.40 16.60 16.80 17.00
141 1 210.0 267.1 : : :
oAby e 200 2671 R 60, 467
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 LRI UL SR S I
16. 40 16 60 16. 80 17. 00
m/z 43.10 55.36%
99.0
270) LA {, 1410 1830 268.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #141426: Heneicosane
57.0
" 1640 16.60 16.80 17.00
5000 m/z 85.05 49 _72%
99.0
2n0) | | ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 55 100 150 260 250 360 3éo
Abundance #202661: Heptacosane RS EmmEs o L
57.0 16.40 16.60 16.80 17.00
m/z 55.05 18.00%
e MMJ\WM
99.0
27.0{ j ] tl.\.}4%°‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110618\
Data File : BF110506.D

Acq On : 6 Nov 2018 11:10

Operator : JU/SJ

Sample - J5813-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.29 16.0 ng 498329 1 6.95 622793 20.0
2-Pentanone, 4-hy... 5.20 3.0 ng 93233 1 6.95 622793 20.0
unknown6.73 6.73 74.9 ng 2333430 1 6.95 622793 20.0
n-Hexadecanoic acid 11.99 6.2 ng 221339 4 11.49 717100 20.0
Tetradecanoic acid 12.77 2.2 ng 78989 4 11.49 717100 20.0
5-Octadecene, (E)- 13.95 6.1 ng 195535 5 14.13 644837 20.0
Eicosane 14.26 3.3 ng 106577 5 14.13 644837 20.0
Heptacosane 14_.56 8.3 ng 266700 5 14.13 644837 20.0
Heneicosane 14.88 12.0 ng 386087 5 14.13 644837 20.0
2-methyloctacosane 16.09 20.2 ng 361700 6 15.66 358403 20.0
Nonadecane 16.62 10.1 ng 180859 6 15.66 358403 20.0
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