LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\

Data File : BF100082.D

Aca On : 2 Nov 2017 14:06 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16226-17 UGl
Misc : T-1-CONCRETE
ALS Vial : 3 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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 3.434 225 229 245 rBV 26140 56548 1.90% 0.214%
2 4.363 379 387 403 rBVY 1839575 2976714 100.00% 11.276%
3 4.986 489 493 515 rBV 649898 1048838 35.23% 3.973%
4 5.398 559 563 595 rBY 1569697 1819076 61.11% 6.891%
5 6.422 732 737 754 rBVY 1754803 2008570 67.48% 7.608%
6 6.545 754 758 768 rVB 2108296 1984193 66.66% 7.516%
7 6.769 793 796 805 rBV 581463 524255 17.61% 1.986%
8 6.922 818 822 838 rBY 1880075 1872186 62.89% 7.092%
9 7.110 851 854 869 rVB 73764 91058 3.06% 0.345%
10 7.345 889 894 909 rBY 1289884 1438779 48.33% 5.450%
11 7.457 909 913 919 rBV 30250 33628 1.13% 0.127%
12 7.592 933 936 944 rBV 57637 55702 1.87% 0.211%

13 8.051 1010 1014 1024 rVB 850179 741630 24.91% 2.809%
14 9.127 1192 1197 1200 rBV 2899600 2938730 98.72% 11.132%
15 9.521 1259 1264 1272 rBV 141159 140795 4.73% 0.533%

16 9.810 1309 1313 1320 rVB 924402 859327 28.87% 3.255%

17 10.221 1381 1383 1386 rVB 50340 39970 1.34% 0.151%
18 10.445 1415 1421 1423 rBV 39449 48487 1.63% 0.184%
19 10.527 1432 1435 1438 rBV 38364 36304 1.22% 0.138%

20 10.604 1444 1448 1456 rBV 1265095 1230174 41.33% 4.660%

21 10.710 1461 1466 1470 rBV 109592 148160 4.98% 0.561%
22 10.910 1498 1500 1505 rVB4 20082 31290 1.05% 0.119%
23 11.145 1538 1540 1542 rBV 55634 47177 1.58% 0.179%
24 11.174 1542 1545 1552 rVB 171058 168033 5.64% 0.636%
25 11.304 1561 1567 1570 rBV 1026382 917194 30.81% 3.474%

26 11.527 1602 1605 1608 rVvV 46794 43557 1.46% 0.165%
27 11.574 1611 1613 1615 rVB 55720 41807 1.40% 0.158%
28 11.815 1650 1654 1657 rBV2 132743 158040 5.31% 0.599%
29 11.980 1680 1682 1684 rBV 46899 45639 1.53% 0.173%
30 12.262 1727 1730 1733 rBV2 38471 44838 1.51% 0.170%
31 12.327 1739 1741 1744 rBV4 34587 36206 1.22% 0.137%
32 12.368 1746 1748 1753 rVB 54080 56717 1.91% 0.215%
33 12.604 1785 1788 1794 rVB4 50458 61860 2.08% 0.234%
34 12.745 1810 1812 1814 rBV2 34297 36245 1.22% 0.137%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On > 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.892 1832 1837 1840 rVB 2464842 2728118 91.65% 10.334%

36 13.445 1929 1931 1935 rVB3 39678 40523 1.36% 0.153%
37 13.786 1985 1989 1993 rBV 193692 196629 6.61% 0.745%
38 13.986 2019 2023 2027 rBV 783658 788281 26.48% 2.986%

39 14.633 2126 2133 2143 rBV9 17762 49748 1.67% 0.188%

40 14.774 2152 2157 2163 rVB4 27384 38752 1.30% 0.147%

41 15.062 2199 2206 2211 rBvV8 43701 101568 3.41% 0.385%

42 15.398 2258 2263 2270 rVB6 18101 41561 1.40% 0.157%

43 15.515 2279 2283 2293 rVB 439579 599364 20.14% 2.270%

44 15.968 2356 2360 2368 rBV8 17634 33370 1.12% 0.126%
Sum of corrected areas: 26399641
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF100082.D

2500000

6.55

2000000 6.92
4.36 6.42

5.40
1500000

7.35
1000000
4.99 6.77
500000

3.43 L_, | 71 |l74859

e S e s SRR Rl MG

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: BF100082.D
913

2500000

2000000

1500000

10.60

1000000 g g5 9.81

500000

9.52

o e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100082.D

2500000

2000000

1500000

1000000 13.99

500000 15.52
13.79

14.62.77 15.06 15 4 15.97

e e e ————————T———————————+

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4-Penten-2-one, 4-methyl- Concentration Rank 11

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

3.43 2.16 ng 56548 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 58
3 2-Propanone. 1l-cvclopropvl- 98 C6H100 004160-75-2 9
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 5
5 Ethanone, 1-cyclobutyl- 98 C6H100 003019-25-8 4

Abundance Scan 228 (3.428 min): BF100082.D (-225) (-) m/z 43.00 100.00%
43.0
5000
550 B0 s 30 320 340 360 380
N POV P N G m/z 83.00 13.58%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 N R U A A
3.00 3.20 3.40 3.60 3.80
m/z 39.00 11.01%
0 270 | 550630 720 0 980
miz--> 0 20 3 40 8 6 70 8 o0 100
Abundance
43.0
300 320 340 3.60 3.80
5000 m/z 55.00 8.48%
27.0 55.0
. 15.0 630 7.0 830 980
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3253: 2-Propanone, 1-cyclopropyl- e e
43.0 3.00 3.20 3.40 3.60 3.80
m/z 41.00 6.93%
5000
55.0
0
o SRS Y SN 7 | ADSIGE PN 1 L Sy v
m/z--> 10 20 3'0 40 50 60 7'0 80 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.36 113.56 ng 2976710 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 Furan., 2-methoxv- 98 C5H602 025414-22-6 78
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 72

Abundance Scan 387 (4.363 min): BF100082.D (-379) (-) m/z 83.10 100.00%
83.1
55.1
5000
430 98.1 /L
670 400 420 440 460
o} AN ) NSOV N RN -1 1 AN [ F— m/z 55.10 80.60%
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 R L I L
20,0 430 98.0 400 420 440 460
' m/z 98.10 37.87%
0 ! \‘ N il ‘ | 67.0 75.0 ! .
L SURLLEL SUELELEN SR UL UL SURLLEL SURLELL SUR L UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
5.0 25 ak 4w ko
5000 43.0 m/z 43.05 30.71%
98.0
29.0
69.0
S S S U S S UL SIS FUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)- R Al RN
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 20.25%
5000 41.0 98.0
27.0 69.0
"|}?q|"jﬂl'“'M*L"FMl'l"ﬂh""F'l“l"'“l“" SRR S UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.99 40.01 ng 1048840 1,4-Dichlorobenzene-d4 6.77
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 494 (4.992 min): BF100082.D (-489) (-) m/z 43.00 100.00%
43.0
59.1
5000
1ot NSRRI ARAE SRS
83.0 4.60 4.80 5.00 5.20 5.40
o...,....,....,....-,':...,..:I,...?,1;9..,.-...,...:,....,....,....,....,...., m/z 59.10 63.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL RN UL R R
59.0 460 480 500 520 5.40
m/z 101.10 25.61%
31.0 g30 1010
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 1.0 m/z 58.10 16.75%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 8.40%

5000
58.0
15.0 27.0
0"'I'l"'I"N"I"”‘I‘l*"I""I""I'"'I""I""I""I""I""I""I""I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40

8270-BF102317.M Fri Nov 03 12:25:53 2017

Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.55 Concentration Rank 2

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

6.55 75.70 ng 1984190 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 759 (6.551 min): BF100082.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
980 % G oo ko
40.1  54.0
o....,....,....,....,.:I-.',..7.55,0....,..!.,.19?.?....,....,"...,.. m/z 134.00 33.11%
m/z--> 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 BN S L
6.20 6.40 6.60 6.80
310 510 m/z 68.10 28.02%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 17.06%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14500: 1H-Indazole, 7—methy|— LA L L L L B L B
132.0 6.20 6.40 6.60 6.80
m/z 96.00 11.79%
5000
510 770 104.0
39.0
e NN N -1 (BN N NN | NN [ N | SN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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-Cyclohexen-1-one, 3-methyl- Concentration Rank 7

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

7.11 3.47 ng 91058 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 91
2 2-Cvclohexen-1-one. 6-(l1-hvdroxv... 168 C10H1602 087791-00-2 64
3 1.2.3.6-Tetrahvdropvridine 83 C5HON 000694-05-3 50
4 Betazole 111 C5HON3 000105-20-4 43
5 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 40

Abundance Scan 854 (7.110 min): BF100082.D (-851) (-) m/z 82.10 100.00%
5000 110.1
390 541
67.0 94.9 6.80 7.00 7.20 7.40
O'W”'W””P”'m”WL“W”LP”'I”W”“P'”ﬁ”ﬂ””l””P”W””l' m/z 110.10 44.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5849: 2-Cyclohexen-1-one, 3-methyl-
82.0
it \
5000 39.0 A U LS UL L
540 110.0 6.80 7.00 7.20 7.40
270 m/z 54.10 27 . 45%
67.0
onﬁ?%”ﬁpnuhnwhwnhpn.h”.”.””“”w””“”w””“m,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
82.0
680 7.00 7.20 7.40
5000 43.0 110.0 m/z 39.00 25.58%
58.0
27.0
ol 70.0 95.0 122.0135.0 150.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1301: 1,2,3,6-Tetrahydropyridine
54.0 82.0 6.80 7.00 7.20 7.40
m/z 53.00 8.06%
39.0
5000 68.0
27/0
Ok I:II'ISI(I)II”“‘ ""|""|""|"""'""""|""|'"'|""|""|""|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.71 3.23 ng 148160 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59

Abundance Scan 1466 (10.710 min): BF100082.D (-1461) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

0 m/z 71.05 80.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000

10.40 10.60 10.80 11.00
113.0 m/z 43.10 49 _70%

29.0 183.0
0 \‘ ‘\ ‘\ M\ M‘ \‘ 435‘01550 I 2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R REEE SRS RS
10.40 10.60 10.80 11.00
5000 m/z 85.05 35.59%
85.0
23.0 113.0

141.0 183.0 2110 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71409: Dodecane, 2,6,10-trimethyl- R B B
57.0 10.40 10.60 10.80 11.00
m/z 41.00 19.26%
5000
85.0
127.0
RO 0 O I . O OO = Locunstuuindh N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.17 3.66 ng 168033 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Docosane 310 C22H46 000629-97-0 83
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 1544 (11.168 min): BF100082.D (-1542) (-) m/z 57.10 100.00%
51.1
5000
113.1 10.80 11.00 11,20 1140
141.1 169.2 )
B 1wl m/z 71.10 75.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 U LN S B B
10.80 11.00 11.20 11.40
m/z 43.10 46.10%
0 “ ‘ Ll \1{?0‘14}0 183.0 2110 239.0 2670 2960
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
10.80 11.00 11,20 1140
5000 85.0 m/z 85.10 39.98%
29.0 113.0 169.0
o 140.0 248.0
Wmmwwﬁwwwwwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane L LI L L L N BN B
57.0 10.80 11.00 11.20 11.40
m/z 41.10 24 .88%
85.0
5000
29.0
0 ‘ J\ Ik H11?0414;0 169.0 1970 2400
m/z--> 20 45 60 80 100 120 140 1éo 180 200 220 240 260 280 300 1080 11.00 1120 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.45 ng 158040 Phenanthrene-d10 11.30
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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1655 (11.821 min): BF100082.D (-1650) (-) m/z 73.00 100.00%

73.0
43.0
5000

11.60 11.80 12.00 12.20
o’ m/z 60.00 79.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

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

0
157.0 g5 2130 256.0 m/z 43.05 70.85%
0! 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
RS EmmEs o L
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 57 .33%
97.0 199.0
157.0 242.0
0150 177.0
R B o AN REE RS EaE s b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid RS EmmEs o L
43.0 73.0 11.60 11.80 12.00 12.20
' m/z 55.00 57.01%
5000
129.0 171.0 214.0
97.0 :
o...,.‘...‘,‘.‘..“.“.MH‘,‘1“...“,‘...;,....,%?.2:0.... VNS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.99 ng 196629 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
3 1l-Heptacosanol 396 C27H560 002004-39-9 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 1990 (13.792 min): BF100082.D (-1985) (-) m/z 83.10 100.00%
83.1
43.0
5000 ”“wwN--w»wwAM\MﬁNNNMﬁANM~
163.1194.1226.1 13.40 13.60 13.80 14.00 14.20
Ol m/z 57.10 92.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 LN DU AR SR I
13.40 13.60 13.80 14.00 14.20
m/z 97.10 84 .89%
‘ 1690 5100
0 ZG\LOM I “‘ ‘ \H‘\ ‘\‘\ *3§0‘ ‘ | \. 2550 4060
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 69.10 80.97%
ol 2so [ 1[N0 160 290 o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol A B E T
57.0 (97.0 13.40 13.60 13.80 14.00 14.20
m/z 43.05 80.70%
- JKL
39.0
0L260, ‘ ‘ i J} |, 181.0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00 14.20

8270-BF102317.M Fri Nov 03 12:25:57 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100082.D

Aca On : 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknownl15.06 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.06 3.39 ng 101568 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolene 204 C15H24 000475-20-7 11
2 1.3.5-Triazine-2.4-diamine. 6-ch... 145 C3H4CIN5 003397-62-4 11
3 4.5-di-epi-aristolochene 204 C15H24 1000374-17-1 10
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 10
5 2-Amino-4-chloro-6-hydroxypyrimi... 145 C4H4CIN30 001194-21-4 10

Abundance Scan 2206 (15.062 min): BF100082.D (-2199) (-) m/z 43.05 100.00%
43.0
145.1
213.2
2552
381.4414:4 LA SRR BRI UM B
| | || | | | 14.80 15.00 15.20 15.40
O T m/z 55.00 79.83%
m/z-> 0 150 200 250 300 350 400
Abundance #64270: Longifolene
161.0
91.0
41.0
5000 L SRR B UL I
04.0 14.80 15.00 15.20 15.40
% T m/z 57.00 78.13%
o ““.“.‘.‘“.“‘i}“ ‘........|....|....|..
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
145.0
14,80 15.00 15.20 15.40
5000 m/z 145.10 78.01%
68.0 110.0
o 28.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #64370: 4,5-di-epi-aristolochene
105.0 14.80 15.00 15.20 15.40
m/z 93.00 71.70%
5000 410
161.0
lu 204.0
o I
m/z-> 0 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF102317.M Fri Nov 03 12:25:58 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110217\
Data File : BF100082.D

Acq On > 2 Nov 2017 14:06

Operator : SJ/JU

Sample : 16226-17

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
4-Penten-2-one, 4... 3.43 2.2 ng 56548 1 6.77 524255 20.0
3-Penten-2-one, 4... 4.36 113.6 ng 2976710 1 6.77 524255 20.0
2-Pentanone, 4-hy... 4.99 40.0 ng 1048840 1 6.77 524255 20.0
unknown6 .55 6.55 75.7 ng 1984190 1 6.77 524255 20.0
2-Cyclohexen-1-on. .. 7.11 3.5 ng 91058 1 6.77 524255 20.0
Pentadecane, 2,6,... 10.71 3.2 ng 148160 4 11.30 917194 20.0
Heptadecane, 2,6,... 11.17 3.7 ng 168033 4 11.30 917194 20.0
n-Hexadecanoic acid 11.82 3.5 ng 158040 4 11.30 917194 20.0
Heptafluorobutyri... 13.79 5.0 ng 196629 5 13.99 788281 20.0
unknownl15.06 15.06 3.4 ng 101568 6 15.52 599364 20.0
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