LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample : L4809-11

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122407.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.557 243 250 258 rBV 225243 353698 2.44% 0.731%
2 4.475 393 406 409 rBV 7487893 14509967 100.00% 29.987%
3 5.092 501 511 513 rBV 3731850 6519754 44.93% 13.474%
4 6.486 745 748 761 rBV 542289 535030 3.69% 1.106%
5 6.863 808 812 815 rBV 1590810 1235808 8.52% 2.554%
6 7.180 862 866 869 rBV 244856 194873 1.34% 0.403%
7 7.422 903 907 910 rBV 2362741 2138954 14.74% 4.420%
8 8.151 1027 1031 1034 rBV 1904194 1624457 11.20% 3.357%
9 9.227 1210 1214 1217 rBV 5064248 4256173 29.33% 8.796%
10 9.622 1277 1281 1285 rBvV 182455 175654 1.21% 0.363%
11  9.910 1324 1330 1333 rBV 2384865 2067362 14.25% 4.272%
12 10.321 1396 1400 1402 rBV2 154940 167109 1.15% 0.345%
13 10.833 1482 1487 1490 rBV 576501 687080 4.74% 1.420%
14 11.298 1564 1566 1570 rVB 623314 637287 4.39% 1.317%
15 11.398 1580 1583 1589 rBV 2316384 2101076 14.48% 4.342%

16 12.992 1850 1854 1857 rBV 5019662 4666543 32.16%
17 13.898 2006 2008 2023 rVB2 436298 906623  6.25%
18 14.045 2029 2033 2040 rVB 2614289 2352893 16.22%

PO PbRrLrO
0
o))
w
R

19 15.174 2222 2225 2232 rVB 190578 237251 1.64% 490%
20 15.521 2279 2284 2289 rBV 1810530 2350275 16.20% 857%
21 16.509 2447 2452 2467 rVB2 239624 492637 3.40% 1.018%
22 17.039 2538 2542 2550 rVB2 88762 177820 1.23% 0.367%

Sum of corrected areas: 48388324
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF122407.D\data.ms

4.475
7000000

6000000
5000000
4000000 5.092

3000000
7.422
2000000 6.863

1000000 6.486

3.557 7.180
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF122407.D\data.ms

7000000

12.992

6000000

9.227
5000000

4000000 11.398

3000000
2000000 8.151

1000000

L
0 T~ T — T T T — — — —
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: BF122407.D\data.ms

7000000

6000000

5000000

4000000

14.045

3000000

2000000

1000000
17.039

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF110920.M Wed Nov 25 17:38:12 2020 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 4-Penten-2-one, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.557 5.72 ng 353698 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 43
3 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 33
4 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 23
5 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 10
Abundance Scan 250 (3.557 min): BF122407.D\data.ms (-243) (-) m/z 43.00 100.00%
43.0
5000
T
551 83.1 081 3.20 3.40 3.60 3.80
e S 670 L 98 hyz 83.10 12.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 L L BN B LI BN B
3.20 3.40 3.60 3.80
m/z 39.00 10.66%
27.0 83.0
\\’\\\\‘\\\‘\“\\\\“‘\i\\‘\sﬁ\.o\‘\\G?\.?\\\\‘\‘\\\‘\2%'?\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
ARmASaRTEE SRR
3.20 3.40 3.60 3.80
5000 m/z 55.10 6.33%
150 270 55.0
710 830 980
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3272: Methyl 1-methylcyclopropyl ketone
43.0 3.20 3.40 3.60 3.80
m/z 41.05 4.68%
5000
55.0
29.0 83.0 98.0
",:‘L"s‘f(‘]‘HM"‘H“‘M"Mm‘HH"HH““H‘M”WH
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80

8270-BF110920.M Wed Nov 25 17:38:12 2020 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.475 234.83 ng 14510000 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 406 (4.475 min): BF122407.D\data.ms (-393) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
Em A R
4.20 4.40 4.60 4.80
inh H“‘ , 671 | \ 55.10 87.379
e e ety m/z . .37%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LA B L L LA A AL
43.0 98.0 4.20 4.40 4.60 4.80
29.0 o
m/z 43.05 36.99%
\\\‘\\\\‘\\}‘}‘\\\}i‘}\\\“\‘\1\‘\?\7\.(‘)\\\\‘\}\\‘\\\\“\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
o RRREE L AR RES
55.0 4.20 4.40 4.60 4.80
5000 43.0 m/z 98.10 36.79%
98.0
29.0
69.0
A B o B B e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- AR A RARES
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 27.89%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
H“HL‘_‘1m‘uw{h“Wle‘uhhu“pl‘w‘u‘qu“‘ G e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

8270-BF110920.M Wed Nov 25 17:38:13 2020 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.092 105.51 ng 6519750 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 511 (5.092 min): BF122407.D\data.ms (-501) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.1 e BERRaEES R
| | 831 4.80 5.00 5.20 5.40 ;
-yt m/z 59.10 58.70%
miz-> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R N EEEEEEEeS
59.0 4.80 5.00 5.20 5.40
m/z 101.10 22.70%
15.0 101.0
\\\‘\‘\w‘\\“hi\\}‘\\\\8‘3\.9\\“‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance
59.0
e ARRREEESS S
4.80 5.00 5.20 5.40
5000 210 m/z 58.10 17.31%
126.0142.0
e e B imane e
miz--> 20 40 60 80 100 120 140
Abundance #4076: Morpholine, 4-methyl- e RRRaEEESS S
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.17%
5000
15.0 710 101.0
S O R S NN W SN G
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.180 3.15 ng 194873 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 91
2 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 64
3 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 59
4 1,2,3,6-Tetrahydropyridine 83 CS5H9N 000694-05-3 59
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 45
Abundance Scan 866 (7.180 min): BF122407.D\data.ms (-862) (-) m/z 82.10 100.00%
82.1
5000 110.1
54.0
‘ ‘ 6.80 7.00 7.20 7.40 7.60
HH_‘??‘WWWH‘Mm_mwwm‘ m/z 110.10  37.75%
m/z--> 20 40 80 100 120 140
Abundance #5847.2—Cydohexen4:one,3ﬁneﬂwh
82.0
5000 N L LU R
540 110.0 6.80 7.00 7.20 7.40 7.60
m/z 54.00 27.81%
27.0
\\\\‘\‘\\\‘i‘w\“\“\‘\‘\\\“‘\\\\‘\\‘\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
82.0
6.80 7.00 7.20 7.40 7.60
43. 9
5000 3.0 110.0 m/z 39.05 27.32%
26.0 65.0 131.0 150.0
e B R e e A e
miz--> 20 40 60 80 100 120 140 | /
Abundance #1146: 1H-Pyrazole, 1-methyl- ‘_““‘H‘,“‘W“ka‘
82.0 6.80 7.00 7.20 7.40 7.60
m/z 53.10 9.68%
5000
54.0
280 ‘
"w"wH‘qu‘”‘“““M““H““““““ “Héw“H,H‘W‘HA‘I
m/z--> 20 40 80 100 120 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Undecane, 6-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.833 6.54 ng 687080  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 74
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 1487 (10.833 min): BF122407.D\data.ms (-1482) (- m/z 57.10 100.00%
57.1
5000
85.1
113.1 [ AL
10.50 11.00
1412 1832
e CRPC o112 2442 g1 10 84.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48842: Undecane, 6-ethyl-
57.0
5000 — ——
10.50 11.00
29.0 85.0 112.0 m/z 43.10 54.62%
‘ ‘ ‘ ‘ 154.0
\‘\‘H\“‘\H!‘\\“H‘H\H“\H‘\‘\H\‘\Hh\‘\\%8‘\4.\9‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.
30 71.0
— ——
10.50 11.00
5000 m/z 85.10 32.05%
113.0
141.0 169.0 197.0
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl- — —
57.0 10.50 11.00
m/z 41.10 26.87%
5000
29.0 85.0
13.0
%m0 asso ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.298 6.07 ng 637287  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 87
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1566 (11.298 min): BF122407.D\data.ms (-1564) (- m/z 57.10 100.00%
57.1
5000 85.1 W
‘ 1 11.00 1150
141.1 197.2 : :
ow_Hu“mH‘HH:W“_‘u“,“wHﬁ??‘l‘wHﬁ???‘mzﬁf?f m/z 71.10  86.61%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59882: Tetradecane
57.0
5000 85.0 T T
11.00 11.50
29.0 m/z 43.10 54.01%
1130 198.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
—— —
11.00 11.50
5000 85.0 m/z 85.10 47 .36%
29.0 113.0
141-0169.0197_0 226.0
T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48832: Tridecane T ——
57.0 11.00 11.50
m/z 41.10 26.28%
5000
29.0 85.0
H‘w‘HW‘H‘_‘HM‘H‘H‘W‘Hw‘H‘_‘HM‘H‘H‘WH‘W‘H‘_‘H P ——
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Oxalic acid, isobutyl hepta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.898 7.71 ng 906623 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
2 Oxalic acid, octadecyl propyl ester 384 C23H4404 1000309-27-0 87
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87
4 Trihexadecyl borate 735 C48H99B03 002665-11-4 83
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 76
Abundance Scan 2008 (13.898 min): BF122407.D\data.ms (-2006) (- m/z 57.10 100.00%
57.1
5000 971
— ——
13.50 14.00
193 2 301 4 .
ol ‘ H H byt 2082 ST 3990 nyz 43.10 76.13%
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0
5000 — ——
13.50 14.00
97.0 m/Z 71.10 61.75%
i
\‘\‘\h‘\“ ‘H“ \‘\1\3\9’0\\\\’\\2:\38\.?\\\“\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
— ——
13 50 14.00
5000 55.10 49.47%
83.0
297.0
1250 168.0 224.0 340.0
— e e T e
miz--> 50 100 150 200 250 300 350
Abundance #119525: 1-Decanol, 2-octyl- “ T
57.0 13 50 14.00
83.10 48.60%
5000
7.0
d“ M Ay h‘%B?‘O - ‘%SF;Q S — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.174 2.02 ng 237251 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2225 (15.174 min): BF122407.D\data.ms (-2222) (- m/z 57.10 100.00%

57.1
5000

—
1500 1550
412 1971
- u““h‘ ! MM‘L | 1412 1971 2482 2051 3453 m/z 71.10  70.12%

m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0

5000 T ——
15.00 15.50
m/z 43.10 62.31%
9.0
\“\ ‘\‘ “\ “ \H\““ \‘\1\4’\].‘()\1\8\2\()‘ T \2\4’\0‘0\ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T —
15.00 15.50
5000 m/z 85.10 47 .81%
113.0155.0
225.0
R A B I I TR R I B e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane 7 —
57.0 15.00 15.50

m/z 41.10 22.41%

2000 M
9.0

| ‘ “‘\ E 0183.0225.0267. 03090 3650

m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF110920.M Wed Nov 25 17:38:17 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample . L4809-11

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl6.50 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.509 4.19 ng 492637 Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazole, 2-iodo-5-methyl-4-nitro- 253 C4H4IN302 149510-86-1 38
2 Benzimidazol-5-amine, 1-(4-ethox... 253 C15H15N30 007104-62-3 27
3 Benz(a)anthracene-7-carbonitrile 253 C19H11N 007476-08-6 25
4 Phthalic acid, di(2,3-dimethylph... 374 C24H2204 1000357-09-2 10
5 7,12-Dihydrobenzo[k]fluoranthene 254 C20H14 1000080-17-7 9
Abundance Scan 2452 (16.509 min): BF122407.D\data.ms (-2447) (- m/z 253.10 100.00%
253.1
5000 127.1
175.0 318.1 /\‘ A ‘
4 771 ‘ ‘ 16.50
e Gl L L 2180 b L 107010 47.13%
m/z--> 50 100 150 200 250 300
Abundance #104904: Imidazole, 2-iodo-5-methyl-4-nitro-
253.0
5000, 420 oo 1270 L ‘
' 207.0 16.50 .
‘ 63? m/z 254.10 33.41%
T T \H““H\ ‘H\ T \H‘ ‘\ T T ‘h\“\ ‘\ \“‘H‘\ \‘ \“\ ‘ T L T ‘ T L
miz-> 50 100 150 200 250 300
Abundance
253.0
/\\ T ‘ T ‘
16.50
5000 m/z 175.00 28.65%
440 79.0 116.0 169.0
— e T
miz--> 50 100 150 200 250 300
Abundance #104903: Benz(a)anthracene-7-carbonitrile = ‘
258.0 16.50
m/z 252.05 28.22%
5000
300 740 120 1500 2000, | A
— e ; e
m/z--> 50 100 150 200 250 300 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112020\
Data File : BF122407.D

Acqg On : 20 Nov 2020 17:11
Operator : JU/CG

Sample : L4809-11

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110920.M
Quant Title : 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|
4-Penten-2-one,... 3.557 5.7 ng 353698 1 6.863 1235810 20.0
3-Penten-2-one,... 4.475 234.8 ng 14510000 1 6.863 1235810 20.0
2-Pentanone, 4-... 5.092 165.5 ng 6519750 1 6.863 1235810 20.0
2-Cyclohexen-1-... 7.180 3.1 ng 194873 1 6.863 1235810 20.0
Undecane, 6-ethyl- 10.833 .5 ng 687080 4 11.398 2101080 20.0
Tetradecane 11.298 6.1 ng 637287 4 11.398 2101080 20.0
Oxalic acid, is... 13.898 7.7 ng 906623 5 14.045 2352890 20.0
Heptadecane 15.174 2.0 ng 237251 6 15.527 2350280 20.0
unknownl16.50 16.509 4.2 ng 492637 6 15.527 2350280 20.0
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