LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45 Instrument :
Operator : SJ/JU BNA_F

Sample - 16118-01 ClientSampleld :
Misc - FRAC-TANK-102417
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 5.004 493 496 508 rBV 117751 153927 5.00% 0.547%
2 5.416 563 566 582 rBY 1019592 1114706 36.20% 3.963%
3 6.440 737 740 758 rBV 626144 743377 24.14% 2.643%
4 6.569 758 762 775 rVB 2188787 2009787 65.27% 7.145%
5 6.793 797 800 806 rBV 618784 532404 17.29% 1.893%
6 6.857 808 811 814 rVB 45032 36063 1.17% 0.128%
7 6.951 822 827 830 rBVY 2145662 1985543 64.48% 7 .059%
8 7.369 893 898 907 rBVY 1408049 1544576 50.16% 5.491%
9 7.622 934 941 945 rBV 71320 91238 2.96% 0.324%
10 8.075 1014 1018 1022 rBV 884289 735896 23.90% 2.616%
11 8.292 1049 1055 1057 rBvV 48999 48159 1.56% 0.171%
12 8.363 1064 1067 1071 rVB 39640 38251 1.24% 0.136%
13 8.634 1110 1113 1116 rBV 102053 98040 3.18% 0.349%
14 9.157 1196 1202 1205 rBvV 3079897 3079106 100.00% 10.946%
15 9.298 1223 1226 1231 rVB 71652 56165 1.82% 0.200%

16 9.551 1267 1269 1273 rVB 135956 103961 3.38% 0.370%
17 9.622 1278 1281 1287 rBvV4 22394 32000 1.04% 0.114%
18 9.834 1310 1317 1322 rBV 866654 877870 28.51% 3.121%
19 10.022 1346 1349 1352 rBV 90504 113504 3.69% 0.404%
20 10.245 1380 1387 1400 rBvV4 132605 278643 9.05% 0.991%

21 10.475 1423 1426 1429 rBV2 42360 42278 1.37% 0.150%
22 10.557 1436 1440 1444 rVB 377770 349628 11.35% 1.243%
23 10.639 1449 1454 1457 rBV 1581952 1546466 50.22% 5.498%
24 10.739 1467 1471 1475 rBV2 54122 64259 2.09% 0.228%
25 10.845 1486 1489 1492 rVB 172298 156836 5.09% 0.558%

26 10.881 1492 1495 1497 rBV 32775 30893 1.00% 0.110%
27 10.992 1511 1514 1520 rBV6 42891 67509 2.19% 0.240%
28 11.263 1557 1560 1567 rBV 45851 74069 2.41% 0.263%
29 11.333 1568 1572 1575 rBV 901924 799846 25.98% 2.843%
30 11.528 1603 1605 1609 rBV 41567 44609 1.45% 0.159%

31 11.704 1632 1635 1638 rBV 196217 170226 5.53% 0.605%
32 11.863 1655 1662 1665 rBV2 503954 700595 22.75% 2.491%
33 12.122 1703 1706 1713 rBV2 211364 200395 6.51% 0.712%
34 12.657 1789 1797 1802 rBV 1141651 1779833 57.80% 6.327%

8270-BF102317.M Mon Oct 30 11:34:57 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 12.757 1810 1814 1821 rVB 552917 1103758 35.85% 3.924%

36 12.922 1838 1842 1846 rBV 1949910 2076100 67.43% 7.381%
37 13.992 2021 2024 2032 rVB 473408 506283 16.44% 1.800%
38 14.480 2105 2107 2113 rVB3 219752 256055 8.32% 0.910%
39 15.380 2257 2260 2265 rVB 282390 370600 12.04% 1.317%
40 15.474 2273 2276 2286 rVB 387889 682073 22.15% 2.425%

41 15.568 2289 2292 2296 rVB2 312928 405727 13.18% 1.442%
42 16.121 2381 2386 2401 rVB 533932 1468671 47.70% 5.221%

43 16.545 2453 2458 2466 rVB 663318 1234134 40.08% 4_387%
44 17.104 2549 2553 2560 rVB2 170365 325023 10.56% 1.155%

Sum of corrected areas: 28129082
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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: BF099876.D
3000000

2500000
6.57 6.95
2000000

1500000 7.37

1000000 542

6.44 6.79
500000

5.00 .8f 7.62
O L e e s o e e L e e e L L e e e T L e e e e ISR
T T T T T I 1 T T T 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: BF099876.D
3000000 916

2500000 12.92

2000000

10.64 12.66

1500000

10000001 8.07

500000

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: BF099876.D

3000000

2500000

2000000

1500000 13.99

14.48

15138457 16.12  16.54

1000000

500000

O M M ——

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 : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 unknown5.00 Concentration Rank 14

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

5.00 5.78 ng 153927 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 12

Abundance Scan 495 (4.999 min): BF099876.D (-493) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 INSEBNAEAE SRR
83.0 460 4.80 5.00 5.20 5.40
0 m/z 59.00 62.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SUABESRARERARSS RARSS RN
4mAm05m 5.20 5.40
59.0 m/z 101.00 20.60%
27.0 ‘ 83.0 10'} 0
A AL RS AR AASA NAAAA RAA AR R AL AARA AL AR MAM AL LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
o 450 450 500 570 540
5000 m/z 58.00 16.85%
20.0 101.0
0 15.0 73.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R e
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.26%
5000
43.0
o I L, 830 930 1230 1410 159.0
m/z--> 1'0 2'0 3'0 4'0 50 6|O 7'0 8|0 9'0 1(')0 11'0 150 130 14'10 1&'30 1('30 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 unknown6.57 Concentration Rank 1

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

6.57 75.50 ng 2009790 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF099876.D (-758) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 AR ARNE S SN
401 540 6.20 6.40 6.60 6.80 7.00
Ot bt 280 L 480 M| “m/z 68.10  35.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i AP
410 o o m/z 134.00  32.95%
0....,....,....,....,....,....,....,....,.1.0.7.0....|....|... -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
690 o 55 60 6.0 650 70
5000 ' m/z 66.00 20.93%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- s e R I
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.68%
5000
630 104.0
300 520 | /70 900 117.0
OH'W'“JH'“P“'WIM'V“ml“'w'“'ww“l“”w'“"t“ T SRR RS SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

Sample : 16118-01

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.62 2.48 ng 91238 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 83
3 Hexanovl chloride. 3.5.5-trimethvl- 176 C9H17CIO 036727-29-4 40
4 Propanoic acid. 2.2-dimethvl-. h... 200 C12H2402 017660-61-6 27
5 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15CIF202 1000376-27-0 25

Abundance Scan 941 (7.622 min): BF099876.D (-934) (-) m/z 57.05 100.00%
51.0
83.1
5000
7.20 7.40 7.60 7.80 8.00
0 m/z 83.10 52.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 |SNLAL LIS L LI B L LB L}
83.0 7.20 7.40 7.60 7.80 8.00
41.0 m/z 41.05 31.48%
103.0
‘ 70.0 ‘ 125.0 143.0
c.w””“”w””“LWHJM”.””.”w””w”wuupm.””“”w””“”q.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
R
7.20 7.40 7.60 7.80 8.00
5000 83.0 m/z 56.10 24 _.19%
41.0
103.0
o 210 70.0 1250 1430 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43024: Hexanoy! chloride, 3,5,5-trimethyl-
57.0 7.20 7.40 7.60 7.80 8.00
m/z 60.00 22.08%
83.0
5000
41.0
mo”P\M JL 700 | 970 11201250 1410 ¢ g
T T T T T T e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 5 2-Hydroxy-iso-butyrophenone Concentration Rank 18

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

8.63 2.66 ng 98040 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. l1-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Acetic acid. difluoro-. methvl e... 110 C3H4F202 000433-53-4 9
4 Propane. 2-methoxv- 74 C4H100 000598-53-8 9
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9

Abundance Scan 1112 (8.628 min): BF099876.D (-1110) (-) m/z 59.00 100.00%
54.0
5000
77.0 105.0
43.0 [ o0 | 8.20 840 8.60 8.80 9.00
OWH“P“wﬂ“P“ﬁ““ﬁ“h““V“W““P“W““P“W““'“W““PHW““ m/z 105.00 29.70%
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 AR RASSS SRS RARAR AR
8.20 8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 27 .84%
0 o M 91.0 \\ 121.0 149.0
mz-> 20 3'0 40 5'0 6|0 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 50.95 15.34%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
R LA R R LA LR A KRR L LR LR LARAN KLY L) AL LR AR
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #5657: Acetic acid, difluoro-, methyl ester
59.0 8.20 8.40 8.60 8.80 9.00
m/z 106.00 15.07%
5000
29.0 810
0 ‘h 440 || 110.0
mz-> 20 3'0 40 5'0 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 1H-Benzotriazole, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.02 2.59 ng 113504 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 97
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 97
3 1H-Indol-5-0l1 133 C8H7NO 001953-54-4 83
4 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 74
5 Phenol, 4-bromo-2-[(1H-indazol-7... 317 C14H12BrN30 1000350-54-6 58
Abundance Scan 1349 (10.022 min): BF099876.D (-1346) (-) m/z 104.00 100.00%
104.0
133.1
5000 781
52.0
9.80 10.00 10.20 10.40
ol il RS 2072 0 757133.10 73. 16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000
510 70 9.80 10.00 10.20 10.40
m/z 78.10 35.68%
2r.0 al “ ‘\
0"'I”"I”"I*”'I'”'V‘”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 100 120 140 160 180 200
Abundance
1040  133.0
9.80 10.00 10.20 10.40
5000 m/z 77.00 35.58%
78.0
51.0
27.0
S S S I I WL L S B L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14707: 1H-Indol-5-ol R AR masaee e
133.0 9.80 10.00 10.20 10.40
m/z 105.00 29.19%
5000 104.0
78.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.56 7.97 ng 349628 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 53
3 Ethanone. 2-(acetvloxv)-1-phenvl- 178 C10H1003 002243-35-8 43
4 Cvclobutvl phenvl ketone 160 C11H120 005407-98-7 43
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 43
Abundance Scan 1441 (10.563 min): BF099876.D (-1436) (-) m/z 105.00 100.00%
105.0
182.1
5000 .0
51.0 AAABSUARS UM UARRE
152.0 10.20 10.40 10.60 10.80
Ot b 1220 TR0 ) 2001 0 TiE5 10 65.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000
10.20 10.40 10.60 10.80
51.0 m/z 77.00 48.77%
0 ‘ s 1260 1520 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
770 183.0 10.20 10.40 10.60 10.80
5000 51.0 m/z 51.00 15.91%
0 127.0  154.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #43583: Ethanone, 2-(acetyloxy)-1-phenyl- R e RS S
105.0 10.20 10.40 10.60 10.80
m/z 181.10 10.11%
5000 77.0
43.0
oL 50 let0 | | | 1360 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 unknownl10.85 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.85 3.92 ng 156836 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl isovalerate 158 C9H1802 000589-59-3 38
2 Neopentvl 2-methvlbutanoate 172 C10H2002 1000372-69-9 38
3 Malonic acid. di(2-ethvlbutvl) e... 272 C15H2804 1000348-96-5 27
4 Divinvimethvl(N-methvlcarbamovlo... 185 C8H15N02Si 120491-42-1 27
5 Heptacosane 380 C27H56 000593-49-7 27
Abundance Scan 1490 (10.851 min): BF099876.D (-1486) (-) m/z 85.00 100.00%
84.0
57.0
5000
39 01231 1470 1720 2011 2311 " 10,60 10.80 11.00 11.20
o} m/z 103.00 75 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30187: Isobutyl isovalerate
85.0
57.0
5000
10.60 10.80 11.00 11.20
260 m/z 57.05 67 .54%
o 1L 1160 1430
m/z--> 20 45 eb 80 100 150 140 160 180 200 220 240
Abundance
57.0 85.0
10,60 10.80 11.00 11.20
5000 m/z 100.00 62.31%
20.0 117.0 144.0
0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #120844: Malonic acid, di(2-ethylbutyl) ester e B .
85.0 10.60 10.80 11.00 11.20
m/z 71.10 40.08%
43.0
5000 105.0
o L h‘67‘0 | .|, 1250 171.01g9 0 243.0
m/z--> 20 40 60 85 100 150 140 160 1éo 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 Benzene, (1-methyldodecyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.70 4.26 ng 170226 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 81
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 58
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 53
4 Benzene. (1-methvlheptvl)- 190 C14H22 000777-22-0 43
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 43
Abundance Scan 1634 (11.698 min): BF099876.D (-1632) (-) m/z 105.05 100.00%
106.1
5000
411 79.0 260.3 11.40 11.60 11.80 12.00
Ol i 890 20 |l 18111511 1831 2101 24022202 /7 106.05  13.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000 L AR SRR SN SULE
11.40 11.60 11.80 12.00
m/z 91.05 9.38%
0 43.0 790 | 1330 166.0 189.0 2210 260.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 2éo
Abundance
105.0
11.40 11.60 11.80 12.00
5000 m/z 104 .05 4.62%
o 41.0 6o 79.0 1280147.0168.0 __207.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87787: Benzene, (1-methyldecyl)-
105.0 11.40 11.60 11.80 12.00
m/z 41.10 4 _54%
5000

220 410 600 790 | | 128.0147.0 1750 203.0 2320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 17.52 ng 700595 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1662 (11.863 min): BF099876.D (-1655) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1

11.60 11.80 12.00 12.20

01 m/z 60.00 78.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.60 11.80 12.00 12.20
256.0 m/z 43.10 76.55%

157.0 1g50 213.0

J‘u' 83.0
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

73.0
R e REREEmEmEE
43.0 11.60 11.80 12.00 12.20

m/ 57.10 69.66%
5000 129.0 z 0

185.0 228.0
157.0

97.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #131261: Octadecanoic acid  ERa
3 11.60 11.80 12.00 12.20

m/z 55.10 54 .15%

5000

241.0

284.0

207.0

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 12 Benzene, (1-methyltridecyl)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.12 5.01 ng 200395 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvltridecvl)- 274 C20H34 004534-59-2 64
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 53
3 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 43
4 Benzene. (l-methvldecvl)- 232 C17H28 004536-88-3 43
5 Anisoylchlorid-4-tolylhydrazon 274 C15H15CIN20 062583-05-5 37
Abundance Scan 1706 (12.122 min): BF099876.D (-1703) (-) m/z 105.10 100.00%
105.1
5000 __ﬂ
41.0 790 274.3 11.80 12.00 12.20 12.40
Ottt i 1991 19212141 2381 <00~ m/z 106.00  12.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122974: Benzene, (1-methyltridecyl)-
105.0
5000 SR AR UL U B
11:80 12,00 12.20 12.40
m/z 91.00 9.24%
O‘QP mO\Jlmomm1womm 274.0
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
105.0
11:80 12.00 12.20 12.40
5000 m/z 97.10 7.32%
| 55.0 77.0 147.0 1750 2040 2400 NJLMM
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111019: Benzene, (1-methyldodecyl)- e A REEEEEasS
105.0 11.80 12.00 12.20 12.40
m/z 41.05 4._.79%
- M
0 430 790 133.0 166.0189.0 2210 260.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 2éo 280 11.80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 13 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.66 44 _50 ng 1779830 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 18
Abundance Scan 1798 (12.663 min): BF099876.D (-1789) (-) m/z 73.00 100.00%
73.0
43.1
129.1
5000
1240 12.60 12:80 13.00
0 - m/z 43.10 81.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 R REEmEmEm s
12. 40 12 60 12. 80 13. oo
241.0 284.0 m/z 60.00 78.76%
207.0 ‘ :
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 73.0
1240 12.60 12:80 13.00
5000 129.0 m/z 57.10 74_.67%
97.0 199.0
1570 242.0
0l15.0
mmﬁwﬂmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid e  RRRaS Bam
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.10 61.42%
5000 129.0
185.0 228.0
s |
ol b M o e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 14 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.76 43.60 ng 1103760 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 83
2 7-Nonenamide 155 C9H17NO 090949-53-4 59
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 Octadecanamide 283 C18H37NO 000124-26-5 47
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 43

Abundance Scan 1815 (12.763 min): BF099876.D (-1810) (-) m/z 59.00 100.00%

59.0

5000

%

97.1 126.1 12.40 12.60 12.80 13.00

154.1 184.2210.2 240.2267.2294.3  337.4

0! m/z 72.00 74.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000
12.40 12.60 12.80 13.00
m/z 55.10 45 . 77%
b S0l Ao 00 1ea0 2200 20”0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59.0
R RS maEE
12.40 12.60 12.80 13.00
5000 m/z 41.10 27 .30%
0 o 250 1 M\/L/LN'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60439: Dodecanamide R EE R E s
59.0 12.40 12.60 12.80 13.00
m/z 69.10 24 .83%
o 29.0 | 1860 1140 1560 199.0
e e e e e e R RS maEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 15 wunknownl14.48 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.48 10.12 ng 256055 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-fluoro-N-(3-butoxvp... 287 C17H18FNO2 313276-40-3 46
2 2-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000278-98-1 43
3 3-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-04-9 43
4 Benzoic acid. 4-fluoro-. N"-T(5.... 248 C13H13FN202 1000350-57-6 43
5 (3-Fluorobenzoyl)carbamic acid 1... 301 C12H12FNO5S 1000303-31-1 43
Abundance Scan 2107 (14.480 min): BF099876.D (-2105) (-) m/z 123.10 100.00%
128.1
5000
' 14.20 1440 14.60 14.80
0! m/z 95.10 46.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133744: Benzamide, 4-fluoro-N-(3-butoxyphenyl)-
123.0
5000 LRI B UL I B
14.20 14.40 14.60 14.80
41.0 m/z 81.10 33.69%
0 \\‘ | 172.0202,0231.0  287.0
m/z--> 100 150 200 250 300 350 400
Abundance
123.0
1420 1440 14.60 14.80
5000 m/z 109.10 31.08%
81.0
41.0
0 166.0 250.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #102313: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester N B EE
128.0 14.20 14.40 14.60 14.80
m/z 69.10 27 .16%
5000 810
41.0
0.‘[“#.“ﬂn,.... S S ——
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 16 2,4,5,5,8a-Pentamethyl-6,7,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.38 10.87 ng 370600 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 52
2 Silane. dimethvl(dimethvl(2.6-di... 356 C18H3603Si2 1000347-91-3 43
3 2-Anthracenvloxirane 220 C16H120 052643-86-4 38
4 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
5 6-(2-Fluoro-phenyl)-5-nitro-pipe... 238 C11H11FN203 1000275-16-4 35
Abundance Scan 2260 (15.380 min): BF099876.D (-2257) (-) m/z 191.20 100.00%
5000
15.00 15.20 15.40 15.60
o} m/z 95.10 58.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 AR AR BRI UL R
15.00 15.20 15.40 15.60
43.0 149.0 m/z 81.10 42 _.91%
‘ 91.0 ‘
0::“ MIH‘HM\“\\\‘ |‘|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15.00 15.20 15.40 15.60
5000 m/z 149.10 39.07%
149.0
4270 0 107.0 2410 285.0315 ¢ 356.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #77650: 2-Anthracenyloxirane A B b
191.0 15.00 15.20 15.40 15.60
m/z 123.10 36.49%
5000
95.0
63.0 { 151 j 221.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102717\
Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

Sample : 16118-01

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 17 unknownl5.57 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.57 11.90 ng 405727 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5.5.6.7-Hexamethvlbicvclol4.... 192 C13H200 1000110-52-5 30
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 27
3 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 22
4 3-Octvne. 2.2.7-trimethvl- 152 C11H20 055402-13-6 18
5 1,5-Cyclooctadiene, 1-t-butyl- 164 C12H20 1000152-18-6 18
Abundance Scan 2292 (15.568 min): BF099876.D (-2289) (-) m/z 191.20 100.00%
951 191.2
149.1
5000 55.1
351.3384 4 15.20 15.40 15.60 15.80
ol o d 221228313002 AT 0 Tm/z 95.10  78.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54641: 1,2,5,5,6,7-Hexamethylbicyclo[4.1.0]hept-2-en-4-one
177.0
122.0
5000 B NN B B SR
41.0 15.20 15.40 15.60 15.80
91.0 m/z 81.10 57 .99%
0 ”.....
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15.20 15.40 15.60 15.80
50001 28.0 m/z 177.20 57 .84%
950 1350
L L I L L B UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #54349: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl- L BT o e
95.0 15.20 15.40 15.60 15.80
m/z 149.10 54 .79%
5000
410 T3ao 192.0
O.H‘.I. I\L' ILJILInINIJ\IJI ‘.L.L 7 R EAREEEEmamma
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80

8270-BF102317.M Mon Oct 30 11:35:10 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 18 unknownl16.12 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.12 43.06 ng 1468670 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
2 2-Fluoro-6-trifluoromethvlbenzoi... 386 C14H5CI3F402 1000357-30-9 27
3 5-(p-Aminophenvl)-2-thiazolamine 191 CO9HON3S 090349-87-4 27
4 3-Fluoro-4-trifluoromethvlbenzoi... 386 C14H5CI3F402 1000360-60-0 27
5 6-Fluoro-2-trifluoromethylbenzoi... 320 C16H20F402 1000338-98-2 27
Abundance Scan 2386 (16.121 min): BF099876.D (-2381) (-) m/z 191.20 100.00%
2

5000

3282 383.3 15.80 16.00 16.20 16.40

245.2278.2

(o} m/z 177.15 40.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 LA L L L L L B LB L |
57.0 15.80 16.00 16.20 16.40
0
030  149.0 m/z 95.10 34.72%
01.5'9‘. ‘.“ ey .H‘,“‘. e ‘ﬂ e T o SIS
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
s R
15.80 16.00 16.20 16.40
5000 m/z 81.10 33.38%
0 75.0 113.0144.0 386.0
e e e T L
m/z--> 50 100 150 200 250 300 350 400
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine e AREEEEEaSEE
191.0 15.80 16.00 16.20 16.40
m/z 123.10 29.01%
5000
136.0
18.'0 65'0. 10?'0\. a4
T T T T B R
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 19 _beta.-iso-Methyl ionone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.54 36.19 ng 1234130 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 64
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 47
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 40
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
5 Phenol, 3,5-bis(1,1-dimethylethyl)- 206 C14H220 001138-52-9 38
Abundance Scan 2457 (16.539 min): BF099876.D (-2453) (-) m/z 191.20 100.00%
191.2
5.1 T 1620 1640 16,60 1660
397.4 : - : :
ol L. 53022620 2723602 TS myz 95.10  39.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{28.0 IUNAUMUASUNAUURES
16.20 16.40 16.60 16.80
950 1350 m/z 81.10 31.50%
0...|....|....|....|.... A am e p
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16.20 16.40 16.60 16.80
5000 m/z 69.10 27.85%
430 o 149.0
L L W L L WL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- R A REER R
95.0 191.0 16.20 16.40 16.60 16.80
m/z 123.10 24 _.69%
5000
135.0
m/z--> 50 100 150 200 250 300 350 400 16.20 16,40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102717\

Data File : BF099876.D

Aca On : 27 Oct 2017 14:45

Operator : SJ/JU

a?ggle i 16118-01 FRAC-TANK-102417
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 20 unknownl17.10 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.10 9.53 ng 325023 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 35
2 2"-Fluoro-6"-(trifluoromethvl)-a... 206 C9H6F40 174013-29-7 27
3 2-Fluoro-4-(trifluoromethvl)acet... 206 C9H6F40 122023-29-4 27
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
5 Imidazol-5(2H)-one, 4-amino-2-(2... 196 C7H8N403 318259-17-5 25
Abundance Scan 2552 (17.098 min): BF099876.D (-2549) (-) m/z 191.20 100.00%
191.2
5000 91
it 16,80 17.00 17.20 17.40
245.1 282, 360.3  426.3 : - : :
o 2820 m/z 95.10  51.21%
mz—-> 0 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 AR B B B
16.80 17.00 17.20 17.40
43.0 149.0 m/z 205.20 43.04%
o) II\I“IHIHI‘\I\ I\\.\Iwhl ‘ul‘ul‘u“k |“|“| ‘l" T
mz-> 0 50 100 150 200 250 300 350 400
Abundance
191.0
16,80 17.00 17.20 17.40
5000 43.0 m/z 81.10 31.06%
o 80.0 1130145 0
miz-> 0 50 100 15 200 250 300 350 400
Abundance #66544: 2-Fluoro-4-(trifluoromethyl)acetophenone R R R
191.0 16.80 17.00 17.20 17.40
m/z 109.10 30.34%
5000 43.0
940 1430
0 J-*”f“th'ﬂ'J"ﬁl"'Mlh"'l""l LA UL SR RN B B B
mz—-> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102717\

Data File : BF099876.D

Acq On : 27 Oct 2017 14:45 Instrument :
Operator : SJ/JU BNA_F

Sample - 16118-01 ClientSampleld :
Misc - FRAC-TANK-102417
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]
unknown5.00 5.00 5.8 ng 153927 1 6.79 532404 20.0
unknown6 .57 6.57 75.5 ng 2009790 1 6.79 532404 20.0
Hexanoic acid, 3,... 7.62 2.5 ng 91238 2 8.07 735896 20.0
2-Hydroxy-iso-but. .. 8.63 2.7 ng 98040 2 8.07 735896 20.0
1H-Benzotriazole, ... 10.02 2.6 ng 113504 3 9.83 877870 20.0
Benzophenone 10.56 8.0 ng 349628 3 9.83 877870 20.0
unknown10.85 10.85 3.9 ng 156836 4 11.33 799846 20.0
Benzene, (1-methy... 11.70 4.3 ng 170226 4 11.33 799846 20.0
n-Hexadecanoic acid 11.86 17.5 ng 700595 4 11.33 799846 20.0
Benzene, (1-methy... 12.12 5.0 ng 200395 4 11.33 799846 20.0
Octadecanoic acid 12.66 44.5 ng 1779830 4 11.33 799846 20.0
9-Octadecenamide, ... 12.76 43.6 ng 1103760 5 13.99 506283 20.0
unknownl14 .48 14.48 10.1 ng 256055 5 13.99 506283 20.0
2,4,5,5,8a-Pentam... 15.38 10.9 ng 370600 6 15.47 682073 20.0
unknown15.57 15.57 11.9 ng 405727 6 15.47 682073 20.0
unknownl16.12 16.12 43.1 ng 1468670 6 15.47 682073 20.0
-beta.-iso-Methyl... 16.54 36.2 ng 1234130 6 15.47 682073 20.0
unknownl17.10 17.10 9.5 ng 325023 6 15.47 682073 20.0
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