LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 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-BF072018 .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 5.207 484 488 498 rBV 745058 935339 15.99% 1.368%
2 5.601 551 555 575 rBY 3889251 5532500 94.59% 8.091%
3 6.601 721 725 745 rBVY 4195056 5849224 100.00% 8.554%
4 6.743 745 749 769 rVB 5116504 5730945 97 .98% 8.381%
5 6.972 784 788 806 rVV 1779796 1953239 33.39% 2.856%
6 7.125 810 814 841 rVB 3814822 4425760 75.66% 6.472%
7 7.537 879 884 902 rBVY 3182801 3640226 62.23% 5.323%
8 8.254 1002 1006 1025 rBV 2459466 2683891 45.88% 3.925%
9 9.331 1184 1189 1198 rBvY 5738108 5818706 99.48% 8.509%
10 9.401 1198 1201 1205 rVB3 68779 79653 1.36% 0.116%

11 9.719 1251 1255 1261 rBV 354296 376126 6.43% 0.550%
12 9.872 1278 1281 1283 rBV2 106970 96246 1.65% 0.141%
13 9.919 1286 1289 1293 rVB2 143235 137852 2.36% 0.202%
14 10.013 1299 1305 1309 rBV 2731235 2629819 44.96% 3.846%
15 10.331 1355 1359 1360 rBV2 61886 75056 1.28% 0.110%

16 10.419 1371 1374 1377 rVB2 137267 138108 2.36% 0.202%
17 10.807 1436 1440 1449 rBV 3839080 3855830 65.92% 5.639%
18 10.913 1456 1458 1462 rVB 138674 113005 1.93% 0.165%
19 11.054 1480 1482 1484 rBvV2 102822 86876 1.49% 0.127%
20 11.260 1514 1517 1521 rBV2 124703 156120 2.67% 0.228%

21 11.436 1544 1547 1554 rVB 358513 311700 5.33% 0.456%
22 11.507 1554 1559 1567 rBV 2647512 2983740 51.01% 4_.363%
23 11.589 1570 1573 1577 rBV2 188209 202962 3.47% 0.297%
24 11.701 1590 1592 1595 rBV 268750 229984 3.93% 0.336%
25 11.878 1619 1622 1624 rBV 616704 489614 8.37% 0.716%

26 11.907 1624 1627 1628 rVV 402365 324916 5.55% 0.475%
27 11.948 1632 1634 1637 rBV 420007 363421 6.21% 0.531%
28 12.019 1642 1646 1653 rBV2 1048568 1197381 20.47% 1.751%
29 12.130 1662 1665 1667 rBV 681728 552496 9.45% 0.808%
30 12.295 1690 1693 1697 rBV 1434871 1255310 21.46% 1.836%

31 12.725 1763 1766 1772 rBV 336887 325234 5.56% 0.476%
32 12.801 1777 1779 1783 rBV4 170962 209801 3.59% 0.307%
33 12.954 1803 1805 1813 rVB 342603 362286 6.19% 0.530%
34 13.095 1825 1829 1832 rBV 4342493 4079977 69.75% 5.966%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.772 1941 1944 1946 rBV2 244856 249864 4.27% 0.365%

36 13.971 1975 1978 1988 rVB2 698100 932050 15.93% 1.363%
37 14.154 2005 2009 2012 rBV 1940425 1977447 33.81% 2.892%
38 14.301 2031 2034 2039 rVB3 355049 473535 8.10% 0.692%
39 14.354 2040 2043 2046 rBV3 323708 420810 7.19% 0.615%
40 14.419 2052 2054 2056 rBVY 474055 404480 6.92% 0.592%

41 14.477 2062 2064 2068 rVB2 339148 355103 6.07% 0.519%
42 14.542 2070 2075 2078 rvv4 293121 572231 9.78% 0.837%
43 14.601 2082 2085 2090 rVV3 456488 608213 10.40% 0.889%
44 14.654 2091 2094 2102 rVB3 401861 612331 10.47% 0.895%
45 14.842 2124 2126 2131 rVB2 303053 341196 5.83% 0.499%

46 14.977 2146 2149 2151 rBV2 235648 268262 4 _.59% 0.392%
47 15.001 2151 2153 2157 rVB 404081 398047 6.81% 0.582%
48 15.277 2198 2200 2204 rVB 213802 202582 3.46% 0.296%
49 15.689 2265 2270 2278 rVB 1681854 2197633 37.57% 3.214%
50 16.148 2345 2348 2353 rVB2 196549 282292 4._.83% 0.413%

51 16.889 2471 2474 2481 rVB2 219928 396683 6.78% 0.580%
52 17.959 2652 2656 2668 rVB10 191774 485677 8.30% 0.710%

Sum of corrected areas: 68381779
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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: BF107539.D

6.74
5000000

6.60
4000000 5.60 7.12

7.54
3000000

2000000 6.97

1000000 521

e e .

T T 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: BF107539.D

5000000

10.81
4000000

11.51

3000000
8.25

2000000

1000000

-
13.00

O ——————————————————————— ——

] T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF107539.D

5000000

4000000

3000000 14.15

2000000

1000000

O r———
Time--> 13.50

T I
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 9.58 ng 935339 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 488 (5.207 min): BF107539.D (-484) (-) m/z 43.00 100.00%

43.0
59.0
5000

1030 480 500 520 540 560
83.0 - - - - -
0 ...,....,....,....','!...,..'!l,..??',o....,.'...,...:,|....,. m/z 59.00 58.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SN LN L L L L LB L B
59.0 4.80 5.00 520 5.40 5.60

m/z 57.95 17.39%

15.0 101.0
31.0
0 ‘ 1| i . 83.0 \‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0

4.80 5.00 5.20 5.40 5.60

5000 41.0 m/z 101.00 16.62%
31.0
69.0 87.0
15.0 50.0 98.0

o RN+ EMRE 11 MR 11N 11 Y UMMM MM 4 oM

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e
59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.00 7.89%

5000
410 101.0
31.0 ’
0 15.0 111 \‘HSO-O\HH 69'0 83\"0
L L o L e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1

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

6.74 58.68 ng 5730950 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (6.743 min): BF107539.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 DASSEPE SR NN RN
40.0 54.0 J 6.40 6.60 6.80 7.00
oM'.'?,l-?. TR m/z 68.00 41.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.98%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.39%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16 .50%
74.0
5000 98.0 116.0
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|8|0| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Benzene, (1-methyldodecyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.88 3.28 ng 489614 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 87
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 64
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 64
4 Benzene. (1-methvlnonvl)- 218 C16H26 004537-13-7 59
5 Hexane, 2-phenyl-3-propyl- 204 C15H24 1000161-01-5 38
Abundance Scan 1622 (11.878 min): BF107539.D (-1619) (-) m/z 105.05 100.00%
105.1
5000
41.0 79.0 2603 11.60 11.80 12.00 12.20
O prrre it b e oo ot 1802 2L | I m/z 106.05  12.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000

11.60 11.80 12.00 12.20
m/z 91.00 9.94%

0 430 790, | 1330 166.0189.0 221.0  260.0
e S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105.0
e T T e
11.60 11.80 12.00 12.20
5000 m/z 41.00 5.20%
o A0 790 126.0147.0 1750 2030 2320
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99254: Benzene, (1-methylundecyl)- e BRREEEE
105.0 11.60 11.80 12.00 12.20
m/z 104.00 4 _.84%
5000
0 41.0 790 | | 1250147.0168.0  207.0  246.0
i chu N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl12.02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 8.03 ng 1197380 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trimethvisilvl ethaneperoxoate 148 C5H1203Si 1000368-51-7 22
2 Benzene. (l1l-propvlheptadecvl)- 358 C26H46 002400-03-5 18
3 Benzene. (l1-propvlinonvl)- 246 C18H30 002719-64-4 14
4 Silane. [T4-(benzvloxv)cvclohexv... 278 C16H2602Si 031447-55-9 12
5 Benzene, (1-propyloctyl)- 232 C17H28 004536-86-1 10
Abundance Scan 1646 (12.019 min): BF107539.D (-1642) (-) m/z 91.00 100.00%
91.0
5000{ 43.0
133.1
| a2 gm0 " 180 1200 1250 1240
0 Jllnllllulnlll||ll. e m/7z 43.00 44 _97%
m/z--> 50 100 150 200 250 300 350
Abundance #22914: Trimethylsilyl ethaneperoxoate
91.0
5000 LS B BULR BRI B
133.0 11.I8O 12.'00 12.'20 12.'40
61.0 m/z 59.95 41 .80%
m/z--> 50 100 150 200 250 300 350
Abundance
91.0
" 11/80 12.00 12.20 12.40
5000 133.0 m/z 72.95 39.57%
43.0
0 161.0189.0217.0245.0274.0 315.0  358.0
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #99249: Benzene, (1-propylnonyl)- R A EREAN
91.0 11.80 12.00 12.20 12.40
m/z 57.00 38.86%
5000
133.0
0 \41\\'0 u 1 1 161.0 20\30 246'0
mz-> 50 100 150 200 250 300 350 " 11/80 12,00 12.20 12,40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Benzene, (1-ethyldecyl)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.13 3.70 ng 552496 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvldecvI)- 246 C18H30 002400-00-2 58
2 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 58
3 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 58
4 Benzamide. N-(3-chlorophenvl)-2-... 245 C14H12CINO 1000307-00-4 53
5 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 46
Abundance Scan 1665 (12.130 min): BF107539.D (-1662) (-) m/z 91.00 100.00%
91.0
119.1
5000 A
41.0 245.2 11.80 12,00 12.20 12,40
1471 189.1 2743
Ob et et 288 LSS 3023 T777119.10 54.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99242: Benzene, (1-ethyldecyl)-
91.0
5000 LR SRR UL BRI B
11.80 12.00 12.20 12.40
m/z 105.05 11.93%
41.0
ol 4890 | | | 1470 1750 217.0 2460
m/z--> 20 40 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance
91.0
119.0 '1'1'8'0' 1200 1720 1240 |
5000 m/z 41.00 9.43%

41.0
Ot 699 uro 1750 207'0231.0 2600 JV\,\A/‘MW

ﬁmﬁwmrrwwwmwwmwﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87783: Benzene, (1-ethylnonyl)- A REREEEaSE A
91.0 11.80 12.00 12.20 12.40
m/z 245.20 8.22%

5000 119.0
41“0 690 | | | 1610 20?0 2320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12 20 12. 40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Benzene, (1-methylnonyl)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.30 8.41 ng 1255310 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlnonvl)- 218 C16H26 004537-13-7 72
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 72
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 64
4 Benzene. (1-methvldodecvl)- 260 C19H32 004534-53-6 64
5 Benzene, (1,3-dimethylbutyl)- 162 C12H18 019219-84-2 39
Abundance Scan 1694 (12.301 min): BF107539.D (-1690) (-) m/z 105.10 100.00%
106.1
5000
430 790 274.3 12.00 12.20 12.40 12.60
Obrerprre it o o 2041 2460 TN 8013 Tm/z 106.05  13.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75972: Benzene, (1-methylnonyl)-
105.0
5000
12.00 12.20 12.40 12.60
m/z 91.00 9.66%
16.0 410 790 | 1330 161.0 189.0 21§0
m/z--> 26 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105.0
12.00 12.20 12.40 12,60
5000 m/z 274.30 4 _.92%
0 410 790 147.0 175.0 207.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87787: Benzene, (1-methyldecyl)-
105.0 12.00 12.20 12.40 12.60
m/z 104 .05 4.62%
5000
0 410 790, | 1470 1750 2030 2320 ,JVVLAMJXN~JL, .
||||||||||||||||||| LI I ||||||||||||||||||| —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.43 ng 932050 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
Abundance Scan 1978 (13.971 min): BF107539.D (-1975) (-) m/z 57.00 100.00%
57.0
5000 97.1 VAAAJ\AVﬂvvpVNA\/VJWAJAJ\ﬂApM
39.1 2291 2872 13.60 13.80 14.00 14.20
ol 1 I... l AR oracel 20723182 357.3 4004 | hz7 55.00 | 86.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000 R PR UL BRI S B
13.60 13.80 14.00 14.20
m/z 43.00 76.25%
ol 260, u‘ H‘ | 1390 15 0 230 2830 330
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 DA SUNIR SR S I
13.60 13.80 14.00 14.20
5000 m/z 83.10 59.23%
169.0
oL 2610 138.0 210.0 2550 406.0 wmﬁﬁﬁwbﬂHmANAwwawvvaMﬁw
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester e R m e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 51.78%
- W
ol 260 “H‘ 1300 1820 2240 2690 370.0
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF072018.M Mon Jul 23 13:51:19 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl14.30 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.30 4.79 ng 473535 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.1.3.3-Tetramethvl-1.3-dioctvld... 358 C20H460Si2 018642-94-9 35
2 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 18
3 4-Ethvlbenzoic acid. but-3-yn-2-... 202 C13H1402 1000292-54-0 18
4 DimethvImalonic acid. 2-methvlpe... 468 C29H5604 1000361-80-3 16
5 (4-Benzooxazol-2-ylpiperazin-1-y... 301 C16H19N303 1000316-83-9 15

Abundance Scan 2034 (14.301 min): BF107539.D (-2031) (-) m/z 57.00 100.00%
5000
273.3
145.1 B o o
189.1 230.1 320.3 565 34003 14.00 14.20 14.40 14.60
0 m/z 105.10 98.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #189372: 1,1,3,3-Tetramethyl-1,3-dioctyldisiloxane
133.0
245.0
5000 LA L L L L L LB B |
14.00 14.20 14.40 14.60
120 m/z 133.10 96.55%
43.0 | 2010 | | 343.0
ol Bl 0
m/z--> 50 100 150 200 250 300 350 400
Abundance
133.0
A REEEEEaSEE
14.00 14.20 14.40 14.60
5000 m/z 43.00 81.18%
79.0
39.0
o o L
m/z--> 50 100 150 200 250 300 350 400
Abundance #62684: 4-Ethylbenzoic acid, but-3-yn-2-yl ester T
133.0 14.00 14.20 14.40 14.60
m/z 119.10 63.20%
5000
270 77.0 202.0
Ol T T e e R A e
m/z--> 50 100 150 200 250 300 350 400 14. 00 14.20 14.40 14.60

8270-BF072018.M Mon Jul 23 13:51:21 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1,19-Eicosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.42 4.09 ng 404480 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 92
2 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 83
3 Octadecanal 268 C18H360 000638-66-4 74
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 70
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 70
Abundance Scan 2054 (14.419 min): BF107539.D (-2052) (-) m/z 57.00 100.00%
57.0
5000
IR DA SN BRI B
147.1 1891 2452 287 3 14.20 14.40 14.60 14.80
ol dd “'"h--J e g | 32513572 4004 m/z 43.00 83.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene
55.0
5000 LN B BB UL B
14.20 14.40 14.60 14.80
m/z 82.10 61.13%
0150, | ; h I ‘37 0 1800 250.0
m/z--> 50 o 2%0 360 3éo 460
Abundance
43.0
" 14:20 14.40 14.60 14.80
5000 83.0 m/z 55.00 59.55%
o 1250 1670 236.0 2800 380 mA\‘fhﬁJNAJ\ﬂMV*J\ANA“NKJ
m/z--> éo 160 1%0 200 250 300 3éo 460
Abundance #117607: Octadecanal R B A ma
43.0, 82.0 14.20 14.40 14.60 14.80
m/z 83.05 49 _72%
o L«M
23.0
222.0
0 ..M,. \ ’[,h,., jeeo o opeso
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14.80

8270-BF072018.M Mon Jul 23 13:51:21 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl14.48 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
1448 3.59ng 355103  Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 N-(4-BiphenvlvD-p-toluamide 287 C20HI7TNO 313251-13-7 18

2 1.3-Dioxolan-2-one. 4-methvl-5-m... 246 C15H1803 1000319-92-8 18
3 3-Methvlbenzoic acid. 2-biphenvl... 288 C20H1602 1000331-27-0 14
4 Propane. 2-cvclohexvl-2-phenvl- 202 C15H22 025683-97-0 14
5 3-Heptyne, 2,2,6-trimethyl-5-chl... 248 C16H21CI 1000258-86-8 14
Abundance Scan 2064 (14.477 min): BF107539.D (-2062) (-) m/z 57.00 100.00%
57.0 119.1
273.3
5000
3573 400.3 14.20 14.40 14.60 14.80
0 ‘,'8Lq, m/z 119.10  91.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133864: N-(4-Biphenylyl)-p-toluamide
119.0
5000 A DAL ML LN SUME
14.20 14.40 14.60 14.80
65.0 287.0 m/z 105.10 86.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
14.20 14.40 14.60 14.80
5000 m/z 43.00 75.01%
41.0
77.0
0 159.0 9020 246.0
mz-> 50 100 150 200 250 300 350 400
Abundance #134699: 3-Methylbenzoic acid, 2-bipheny! ester A EEmEEEEE
119.0 14.20 14.40 14.60 14.80
m/z 273.30 55.29%
5000
0 65.0 168.0 288.0
mz-> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF072018.M Mon Jul 23 13:51:22 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl4.54 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 5.79 ng 572231 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzol4.51imidazol2.1-cl1l1.2.... 318 C18H14N402 1000310-15-4 25
2 N-Phenvl-N-(1.3.2-dioxaphosphola... 301 C12H16NO4PS 1000140-88-0 22
3 Thiocvanic acid. 1.1.3-trimethvl... 233 C14H19NS 1000293-27-7 22
4 Tolcapone 273 C14H11NO5 134308-13-7 22
5 3-Toluoylacetonitrile 159 C10H9NO 053882-81-8 14
Abundance Scan 2075 (14.542 min): BF107539.D (-2070) (-) m/z 119.10 100.00%
119.1
5000
3573 4004 14.20 14.40 14.60 14.80
0 m/z 57.00 97 .20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159595: 1H-Benzo[4,5]imidazo[2,1-c][1,2,4]triazin-4-one, ...
119.0
5000 L SRR B UL IR B
14.20 14.40 14.60 14.80
65.0 273.0 m/z 105.10 86.56%
0339 | \‘ [ ‘\’ 15\9.? 217.0 ! | 318'0
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
14.20 14.40 14.60 14.80
s000] 43-0 m/z 43.00 53.35%
770 155.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #88345: Thiocyanic acid, 1,1,3-trimethyl-3-phenylbutyl ester R R RaEEE L
119.0 14.20 14.40 14.60 14.80
m/z 91.00 44 _71%
5000
77.0 159.0
S R 10 R P O - — —
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF072018.M Mon Jul 23 13:51:23 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl14.60 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .60 6.15 ng 608213 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 42
2 Heptacosane 380 C27H56 000593-49-7 38
3 Hentriacontane 437 C31H64 000630-04-6 38
4 Hexatriacontane 507 C36H74 000630-06-8 38
5 Tetratetracontane 619 C44H90 007098-22-8 38
Abundance Scan 2085 (14.601 min): BF107539.D (-2082) (-) m/z 57.00 100.00%
57.0
5000 119.1
61 1 203 2 273 3 324.1 14.20 14.40 14.60 14.80 15.00
- “'ﬂl“. Ao 02381 0T AT TS | Tm/z 43.00  52.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 AR DA B SO B
Mmmmmmmmmm
m/z 119.10 51.95%
‘ “ 113.0 183.0
O:II'SI'dII\ |H‘|“|“|“|‘||‘|‘|||“|‘||||?5|3.|0|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 71.10 47 .78%
99.0
0150 141.0 183.0 225.0 2670 309.0 380.0
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #223851: Hentriacontane B BEE e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 133.10 40.14%
5000
9.0
ol | ; 141.0 183.0 2250 2670 309.0 351.0 393.0 436.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(|)O ! 14. 20 14. 40 14. 60 14. 80 15. 00

8270-BF072018_.M Mon Jul 23 13:51:24 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl4.65 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.65 6.19 ng 612331 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 18
2 Acetic acid 4-T(3-fluoro-4-methy... 301 C17H16FNO3 303771-07-5 15
3 Tetracvclol6.1.0.0(2.4).0(5.7)1In... 288 C21H36 078578-98-0 11
4 Benzlalanthracen-7(12H)-one. 12-... 274 C19H1402 017513-39-2 11
5 1H-Inden-5-0l, 2,3-dihydro-1,1,3... 274 C19H300 093892-40-1 11
Abundance Scan 2093 (14.648 min): BF107539.D (-2091) (-) m/z 57.00 100.00%
5.0 105.1
273.3
5000
14.40 14.60 14.80 15.00
316.3 ) )
ol i l‘ by Bl el m/z 105.05 86.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 U AL SO DU B
14.40 14.60 14.80 15.00
182.0 m/z 43.00 82.38%
65.0 226.0 \
0 "'i“h"‘V“ L L A e e B S p
m/z--> 50 100 150 200 250 300 350 400
Abundance
259.0
"' 14140 1460 14.80 15.00
5000 m/z 273.30 65.94Y%
43.0 109.0 301.0
0 77.0 152.0 198.0
miz-> 50 100 150 200 250 300 350 400
Abundance #134787: Tetracyclo[6.1.0.0(2,4).0(5,7)]nonane, 3,3,6,6,9, ...  E REmaEES L
43.0 259.0 14.40 14.60 14.80 15.00
1610 2170 m/z 119.10 55.68%
119.0
5000
3.
0 |- |..FMT%[|.J.'AJ.‘“| IILIJII I\J.Ikl IJ —+ .z.dplo. T T EEEEE B T
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF072018_.M Mon Jul 23 13:51:26 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl4.84 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.84 3.45 ng 341196 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 38
2 Benzhvdrazide. 4-methvIl-N2-(5.5-... 304 C16H20N204 1000264-15-6 35
3 Benzamide. 2-methvl-N-(3-chloro-... 259 C15H14CINO 071267-56-6 35
4 p-Cvmene 134 C10H14 000099-87-6 18
5 o-Cymene 134 C10H14 000527-84-4 18
Abundance Scan 2126 (14.842 min): BF107539.D (-2124) (-) m/z 119.10 100.00%
119.1
273.3
5000{ 43.0
Wiid! e 3522 do0d 14150 1480 1500 1570
oLl Ll = W : m/z 273.30 58.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 R A S SRR B
14.60 14.80 15.00 15.20
182.0 m/z 259.25 55.09%
oL 0 | s | 260 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
1460 14.80 15.00 15.20
5000 m/z 133.10 53.51%
570 259.0
o 89.0 175.0 220.0 304.0
mz-> 50 100 150 200 250 300 350 400
Abundance #109920: Benzamide, 2-methyl-N-(3-chloro-4-methylphenyl)- s B L R
119.0 14.60 14.80 15.00 15.20
m/z 105.10 51.95%
5000
259.0
65.0
ol35.0, Lo ] 171.0 207.0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF072018.M Mon Jul 23 13:51:27 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.00 3.62 ng 398047 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 53
Abundance Scan 2153 (15.001 min): BF107539.D (-2151) (-) 69.10 100.00%
69.1
5000 JvbeNNnWNﬂAJAVanN\vawu\_
1371 1460 14.80 15.00 15.20 15.40
ol ?g.lo,*. 30, 4 17712081 2671 320235523855 | 77 g81.10  53.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 NI PN SURAM B
14,60 14.80 15.00 15.20 15.40
m/z 41.00 23 .59%
0 L \“yoqoﬂ3ﬁ‘ 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20 15.40
5000 m/z 95.10 13.07%
137.0
ol29.0 105.0 191.0 231.0 273.0 341. 0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol B BEE e e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.00 11.18%
5000
. ?%LO \\ l 1050770 | 1080
m/z--> 50 100 1&'30 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40

8270-BF072018.M Mon Jul 23 13:51:27 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Hexacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.57 ng 282292 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Hentriacontane 437 C31H64 000630-04-6 76
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 70
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 68
5 Tetratetracontane 619 C44H90 007098-22-8 62
Abundance Scan 2348 (16.148 min): BF107539.D (-2345) (-) m/z 57.00 100.00%
57.0
5000
J 113.1
LN BRI B
169.2 2251 2811 15.80 16.00 16.20 16.40
0..4,.J¢.hl bt iS5 328330034002 44641 L7 71.10  61.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194494: Hexacosane
57.0
5000 L DU B B B B

15. 80 16. 00 16 20 16.40
m/z 43.00 48.47%
) ﬂd\

ol I 41.0 183.0 2250 267.0 309.0  366.0
T l|llll|llll|ll|||||||||||||||||||

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
R B A o
15.80 16.00 16.20 16.40
5000 m/z 85.10 46.42%
99.0
o 141.0 183.0 2250 2670 309.0 351.0 437.0
— T T T T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #134595: Octadecane, 1-chloro- A Ba T o
57.0 15.80 16.00 16.20 16.40
m/z 113.05 30.61%
5000
1.0
oL L, \J ﬂLu1330 175.0 217.0253.0288.0
e R L e R B R o
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 16
R.T. EstConc Area Relative to ISTD R.T.
16.89 3.61ng 306683  Perylene-diz 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 55
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 41

3 3-Fluoro-4-trifluoromethvlbenzoi... 352 C14H6CI2F402 1000357-94-6 38
4 5-Fluoro-2-trifluoromethvlbenzoi... 352 C14H6CI2F402 1000357-63-5 38
5 4-Fluoro-2-trifluoromethylbenzoi... 302 C14H7F502 1000343-76-9 35

Abundance Scan 2474 (16.889 min): BF107539.D (-2471) (-) m/z 191.20 100.00%

5000

16.60 16.80 17.00 17.20

231.2 268.2 328.1 370.2 4123

0 m/z 95.10 47 . 73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000/28.0 e L L e o
16.60 16.80 17.00 17.20
950 1350 m/z 81.05 37.14%
0 PR \‘ “\ ‘h‘ “‘ ‘\ ‘ i .
—— e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
R EEEEE S
16.60 16.80 17.00 17.20
5000 570 m/z 109.10 30.82%
107.0 149.0
Ot b e L0
m/z--> 50 100 150 200 250 300 350 400
Abundance #184852: 3-Fluoro-4-trifluoromethylbenzoic acid, 3,4-dichl... R EEEEE S
191.0 16.60 16.80 17.00 17.20
m/z 123.10 30.11%
5000
0 63.0 99.0 143.0 352.0
— T T T T T T T R EEEEE S
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound R

eport

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107539.D

Aca On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample = J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 11

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

17.96 4.42 ng 485677 Perylene-di12 15.69

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 64
2 3H-3a.7-Methanoazulene. 2.4.5.6.... 204 C15H24 002387-78-2 46

3 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 46

4 Aromandendrene 204 C15H24 000489-39-4 43

5 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 42

Abundance Scan 2656 (17.959 min): BF107539.D (-2652) (-) m/z 55.00 100.00%
%0 1331 204.2

5000

17.60 17.80 18.00 18.20

5000

0 m/z 133.10 79.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
41.0 91.0 133.0
5000 LA L L L L L L I
17.60 17.80 18.00 18.20
‘ l m/z 204.20 75.09%
0 1970 | - e
m/z--> 50 100 150 200 250 300 350 400
Abundance
204.0
R S e R EAR
17.60 17.80 18.00 18.20
5000 m/z 285.20 68.17%
41.0 119.0 161.0
79.0
O A e e e L B o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #64522: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
41.0 161.0 204.0 17.60 17.80 18.00 18.20

m/z 95.05 64 .05%

m/z--> 250 300 350 400

17. 60 17. 80 18 00 18. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107539.D

Acq On : 20 Jul 2018 22:18

Operator : JU/SJ

Sample - J4057-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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]
2-Pentanone, 4-hy... 5.21 9.6 ng 935339 1 6.97 1953240 20.0
unknown6 .74 6.74 58.7 ng 5730950 1 6.97 1953240 20.0
Benzene, (1-methy... 11.88 3.3 ng 489614 4 11.51 2983740 20.0
unknownl12 .02 12.02 8.0 ng 1197380 4 11.51 2983740 20.0
Benzene, (l1-ethyl... 12.13 3.7 ng 552496 4 11.51 2983740 20.0
Benzene, (1-methy... 12.30 8.4 ng 1255310 4 11.51 2983740 20.0
Heptadecyl triflu... 13.97 9.4 ng 932050 5 14.15 1977450 20.0
unknownl14 .30 14.30 4.8 ng 473535 5 14.15 1977450 20.0
1,19-Eicosadiene 14.42 4.1 ng 404480 5 14.15 1977450 20.0
unknownl14 .48 14.48 3.6 ng 355103 5 14.15 1977450 20.0
unknownl14 .54 14.54 5.8 ng 572231 5 14.15 1977450 20.0
unknownl14 .60 14.60 6.2 ng 608213 5 14.15 1977450 20.0
unknownl14 .65 14.65 6.2 ng 612331 5 14.15 1977450 20.0
unknownl14 .84 14.84 3.5 ng 341196 5 14.15 1977450 20.0
Squalene 15.00 3.6 ng 398047 6 15.69 2197630 20.0
Hexacosane 16.15 2.6 ng 282292 6 15.69 2197630 20.0
-beta.-iso-Methyl... 16.89 3.6 ng 396683 6 15.69 2197630 20.0
1,1,4a-Trimethyl-_.. 17.96 4.4 ng 485677 6 15.69 2197630 20.0
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