LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022818\

Data File : BF103308.D

Aca On : 28 Feb 2018 22:04 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; J1716-07 ss@saalf
ALS Vial : 16 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-BF022218.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.151 5 11 20 rvB 271951 379011 9.59% 0.985%
2 5.110 511 514 531 rVB 106853 161245 4.08% 0.419%
3 5.498 576 580 599 rBVY 3624583 3951952 100.00% 10.274%
4 6.510 747 752 755 rBVY 3284481 3650104 92.36% 9.490%
5 6.645 771 775 778 rBVY 3748933 3653166 92.44% 9.498%
6 6.869 810 813 817 rBVY 1106173 1048002 26.52% 2.725%
7 7.028 836 840 844 rBVY 2908832 2755411 69.72% 7.164%
8 7.439 905 910 913 rBVY 2593927 2505481 63.40% 6.514%
9 7.528 922 925 934 rVB2 36506 62027 1.57% 0.161%
10 8.157 1028 1032 1051 rBV 1436760 1442710 36.51% 3.751%
11 9.227 1210 1214 1223 rBvV 3508241 3296892 83.42% 8.571%
12 9.298 1223 1226 1229 rVB 49284 48116 1.22% 0.125%
13 9.569 1269 1272 1275 rBV 37489 39681 1.00% 0.103%
14 9.622 1278 1281 1288 rVB 390919 354747 8.98% 0.922%
15 9.769 1303 1306 1309 rBvV2 50658 54549 1.38% 0.142%

16 9.827 1312 1316 1320 rVV 142292 119230 3.02% 0.310%
17 9.910 1324 1330 1334 rVV2 1437499 1368157 34.62% 3.557%
18 9.945 1334 1336 1339 rVB 131588 110704 2.80% 0.288%

19 10.063 1352 1356 1359 rBV3 38558 49893 1.26% 0.130%
20 10.116 1362 1365 1369 rVVv2 55100 70450 1.78% 0.183%
21 10.151 1369 1371 1375 rVB2 55346 47009 1.19% 0.122%
22 10.227 1381 1384 1387 rBV3 33439 48587 1.23% 0.126%

23 10.304 1394 1397 1399 rBV 81617 100061 2.53% 0.260%
24 10.327 1399 1401 1404 rVB 169543 143009 3.62% 0.372%
25 10.463 1420 1424 1429 rVB2 86508 90723 2.30% 0.236%

26 10.545 1436 1438 1441 rVB 57344 49482 1.25% 0.129%
27 10.704 1461 1465 1471 rBV 1655173 1736289 43.93% 4.514%
28 10.804 1478 1482 1491 rVB 149280 221251 5.60% 0.575%
29 11.010 1512 1517 1519 rBvV4 56715 81745 2.07% 0.213%
30 11.133 1534 1538 1541 rBV5 40220 80913 2.05% 0.210%

31 11.251 1555 1558 1560 rBV 123731 113151 2.86% 0.294%
32 11.298 1564 1566 1570 rVB 58015 65342 1.65% 0.170%
33 11.404 1580 1584 1586 rBV 1154983 1032305 26.12% 2.684%
34 11.427 1586 1588 1593 rVB 964196 782957 19.81% 2.036%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF022818\

Data File : BF103308.D

Aca On : 28 Feb 2018 22:04 Instrument :
Operator : SJ/JU gmgigamlem'
a?zgle ; J1716-07 ss@saolf
ALS Vial : 16 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-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.480 1594 1597 1600 rBV 190969 163597 4.14% 0.425%

36 11.674 1628 1630 1632 rBV2 60612 50042 1.27% 0.130%
37 11.904 1666 1669 1672 rBV 189869 255136 6.46% 0.663%
38 11.933 1672 1674 1678 rVB 225614 202324 5.12% 0.526%
39 11.980 1680 1682 1685 rBV 74594 67253 1.70% 0.175%
40 12.015 1685 1688 1691 rBV2 192029 228411 5.78% 0.594%

41 12.086 1698 1700 1703 rBV2 54325 41457 1.05% 0.108%
42 12.198 1717 1719 1722 rBVY 97609 84959 2.15% 0.221%
43 12.457 1760 1763 1765 rBVY 117056 115354 2.92% 0.300%
44 12.551 1776 1779 1782 rBV3 72729 76801 1.94% 0.200%

45 12.621 1787 1791 1794 rVV 943879 810693 20.51% 2.108%

46 12.851 1824 1830 1836 rBVY 950885 1118995 28.31% 2.909%
47 12.986 1849 1853 1856 rBV 1872063 1770677 44.81% 4.603%
48 13.692 1971 1973 1977 rVB 82004 70053 1.77% 0.182%
49 13.868 2001 2003 2007 rVB 261531 261067 6.61% 0.679%
50 14.057 2030 2035 2037 rBV2 806069 1134452 28.71% 2.949%

51 14.080 2037 2039 2046 rVB 425059 385937 9.77% 1.003%
52 14.892 2174 2177 2180 rVB 210315 206618 5.23% 0.537%
53 15.121 2213 2216 2219 rBV 203682 250840 6.35% 0.652%
54 15.492 2276 2279 2285 rVB 321099 473062 11.97% 1.230%
55 15.562 2287 2291 2295 rVB 437302 560166 14.17% 1.456%

56 16.698 2481 2484 2491 rVB3 239170 421879 10.68% 1.097%

Sum of corrected areas: 38464125
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103308.D
5,50 6|65

3500000 6.51

3000000 7.03

7.44
2500000
2000000
1500000
6.87
1000000

500000

2.15

511 LJL \7.53

P L e

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: BF103308.D
9.23

3500000
3000000

2500000 12.99

2000000
10.70

1500000 8.16

12.6212.85

1000000

500000

T T B 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: BF103308.D

3500000
3000000
2500000
2000000

1500000 14.06

15.56

1000000

5000004

e

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\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.15 7.23 ng 379011 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF103308.D (-5) (-) m/z 73.00 100.00%
7B
5000 43
55 87
37 67 1| 79 | 2.20 2.30 2.40 2.50 2.60
ol S e e W/Z 42.95  38.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U R AR AR AR R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 27.59%
I
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 U AR R AR AR R
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.00 21.96%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.66%
5000 43
58
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' A RN R U IR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.11 3.08 ng 161245 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF103308.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 480 500 520 540
Ol Sl B | W/Z 59.00 56.34%
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
5000 N L SRS S R
59 480 500 520 540
m/z 101.00 16.98%
31 83 g3 101
O”I””I””“””w'”P'“P'”P'”P””P”'“”'P”'P”'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 57.95 15.87%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50 480 500 520 5.40
m/z 41.00 8.35%
5000 41
68
0 50, 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.65 Concentration Rank 1

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

6.65 69.72 ng 3653170 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 776 (6.651 min): BF103308.D (-771) (-) m/z 131.95 100.00%
5000 o8
96 PSS SR LA R
40 54 75 104 ‘ 6.40 6.60 6.80 7.00
Obrrprrrr et ??:ln.' SRR AN M= I | N m/z 68.00 36.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S RS AR LA
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 34._.37%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.00 24 .40%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14491: 5-Aminoindole LA L L L L L B
132 6.40 6.60 6.80 7.00
m/z 69.00 13.76%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 1i0 150 150 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.09 ng 143009 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 86
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 72
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 58
Abundance Scan 1401 (10.327 min): BF103308.D (-1399) (-) m/z 57.00 100.00%
57
43
5000
99 10.00 10.20 10.40 10.60
113
0 157440 Lo7 T3 202 m/z 43.00 67.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 n UV RN BN IARRE
g5 10.00 10.20 10.40 10.60
29 m/z 71.00 52.42%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57
43 UV BN SRS
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.00 37.07%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester R e e s
57 10.00 10.20 10.40 10.60
m/z 41.00 29.02%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tridecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.80 4.29 ng 221251 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 91
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 89
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 1481 (10.798 min): BF103308.D (-1478) (-) m/z 57.00 100.00%
57
5000
e j
113 167 10.40 10.60 10.80 11.00 11.20
o...,....-,‘...I,..':.,-:...",..'.J.,...l.“?... oL 28 8 Tm/z 43.00  69.90%
m/z--> mmmmmmmmmmmmmmmm
Abundance #152416: Tridecane, 1-iodo-
57 V
5000 85 AR UL DU SR B
4 mmmmmmnmnm
183 m/z 71.00 64 .20%
0...,w..v...P...P..np..ﬁ%gg .}ﬁs.”. R — - B
m/z--> mmmmmmmmmmmmmmmm
Abundance
43 71
10,40 10.60 10.80 11.00 11.20
5000 126 m/z 85.00 39.94%
o 97 155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48834: Tridecane LSS BN LI BN N
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 33.64%
5000 4 85

LRI T

R — S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tridecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.19 ng 113151 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 74
2 Tetracosane 338 C24H50 000646-31-1 64
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 64
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 59
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 58
Abundance Scan 1558 (11.251 min): BF103308.D (-1555) (-) m/z 57.00 100.00%
57
5000
85 J
120 " 11.00 11.20 11140 11.60
3 113 1471 167 . . . .
o...,....',...l,..':.,-a-...'l....,....,..-..,.*...,l...-|.l,....,2..2.9.,....,....,....,....,....,.. m/z 43.00 64.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48835: Tridecane
57
5000 LR S BRI UL B
85 11.00 11.20 11. 40 11. 60
29 m/z 71.00 60.21%
0 ‘ H \‘ \‘ M 113 141 184
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57
" 11.00 11.20 11140 11.60
5000 P m/z 85.10 38.52%
29

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 NJ
Abundance #83051: Dodecane, 2-methyl-6-propyl- A Ea e B L
57 11.00 11.20 11.40 11.60

m/z 41.00 29.38%

J

140
3 I 182 505 226

e L A s o R ———— S o S S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.90 4.94 ng 255136 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 94

Abundance Scan 1668 (11.898 min): BF103308.D (-1666) (-) m/z 192.00 100.00%

192
5000

5 11.60 11.80 12.00 12.20
109123 139 222 247 270 : : : :
o 123 208z 24T 20| "m/z 191.00 55.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192

5000
11.60 11.80 12.00 12.20

m/z 189.00 34 .58%

165

39

63 82 96 115 139

o] R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.05 17.85%
83 165
15 39 63 98 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl- B L E EEEEE T
192 11.60 11.80 12.00 12.20
m/z 190.00 17 .50%

5000

m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.46 2.23 ng 115354 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 94
2 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 91
3 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 90
4 Phenanthrene. 1.7-dimethyl- 206 C16H14 000483-87-4 90
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 89
Abundance Scan 1764 (12.463 min): BF103308.D (g—1760) ) m/z 206.10 100.00%
206
191
5000
101 165
o 135 22020252260 m/z 191.00 68.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 R A BN SR AR
nmnmnmnm
101 m/z 189.00 31.41%
L2751 76| 115199 15119 L
m/z--> 26 Jo éo 85 160 120 110 1éo 1éo 200 220 240 2éo 2éo
Abundance
206
12.20 12.40 12,60 12.80
5000 101 m/z 205.10 23.80%

L1539 63 89103 127 151165

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

Abundance #66256: Phenanthrene, 2,3-dimethyl- Sl BRmas B B
12.20 12.40 12.60 12.80

m/z 207 .05 21.07%

5000

89103
63 126 151165
B o SIS,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 12 Pentafluoropropionic acid, ... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.87 4.60 ng 261067 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 76
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 76
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 76
4 Octacosanol 410 C28H580 000557-61-9 76
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 76

Abundance Scan 2003 (13.868 min): BF103308.D (-2001) (-) m/z 57.00 100.00%
a7
5000 229
111 Trryrrrr|yrrrr|yrrrr|yrrrr
13.60 13.80 14.00 14.20
‘ 139 177 331
ol b L i J55, 177201, | 260281303381 1 Thz77 55.00  90.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57
5000 LA L L L L L LB
13 60 13. 80 14. 00 14 20
29 125 m/z 43.00 79.79%
0 \‘ o “ H ‘\ \M‘l ) 154 182 210 238 283 384
e T T BN e e e
m/z--> 50 O 250 300 350 400
Abundance
57
97 R N  E ERmEEm
13.60 13.80 14.00 14.20
5000 m/z 83.00 64.09%
125
29
0 154 196 224 269 370
BB i e oo e e e T L e e e RN s e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester LB o o e I
57 13.60 13.80 14.00 14.20
83 m/z 69.00 60.52%
29 ‘ 169
210
ol LI by e 7, 20 a5 ae
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14 20

8270-BF022218_.M Thu Mar 01 09:37:07 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.89 7.38 ng 206618 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
Abundance Scan 2177 (14.892 min): BF103308.D (-2174) (-) m/z 69.00 100.00%
6o
5000
41 . N —
137 14.60 14.80 15.00 15.20
191
oLt by 417 | (105 107 218238261 300 330 369394 | yzo7 g1 00 55.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 L BN UL SULRLE SR
14,60 14.80 15.00 15.20
41 o 137 m/z 41.00 23.46%
o ’ w b p 1 337 ] 163 191 217 245 273 299 341 367 410
L TT T L L LN LN UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 1520
5000 4 m/z 95.00 12.63%
9% 137
ol g b 417 ) J1 191217 273299 S 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L
69 14.60 14.80 15.00 15.20
m/z 68.00 11.98%
5000 41
93
ol | o L m | 161 192 231 273 315341 384
m/z--> 50 100 150 260 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF022818\
Data File : BF103308.D

Aca On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample : J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 _beta.-iso-Methyl ionone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.70 15.06 ng 421879 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 74
2 2-Fluoro-3-trifluoromethvlbenzoi... 320 C14H6F602 1000357-64-1 35
3 4-Fluoro-3-trifluoromethvlbenzoi... 390 C21H30F402 1000338-67-9 27
4 2-Fluoro-3-trifluoromethvlbenzoi... 390 C21H30F402 1000338-51-8 27
5 2-Fluoro-6-trifluoromethylbenzoi... 418 C23H34F402 1000338-54-3 27
Abundance Scan 2484 (16.698 min): BF103308.D (-2481) (-) m/z 191.10 100.00%
191
5000 95 Jpl\uﬁu_A\/\/\y,qu“\“,wﬁﬁ
123
a7 19 el 1580 160 o0
218 279 397 : : : :
o s g392597,7302 332 360 V48 "m/z 95.00 43.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
50001 28 UL SR BN SUN
16.40 16.60 16.80 17.00
g5 135163 m/z 81.00 35.99%
| ]
0"'I”iHJIMM'”h'N"f""l""l""l""l'”
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16,40 16.60 16.80 17.00
5000 m/z 123.10 30.00%
163
olL3151 75 113 143 301
m/z--> 50 100 150 200 250 300 350 400
Abundance #207479: 4-Fluoro-3-trifluoromethylbenzoic acid, 4-tridecy... B B A Eame
191 16.40 16.60 16.80 17.00
m/z 137.10 27.02%
5000
43 69 97 125 103 235 263 319 347
m/z--> 50 100 150 200 250 300 350 400 16.40 16,60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF022818\
Data File : BF103308.D

Acq On : 28 Feb 2018 22:04

Operator : SJ/JU

Sample - J1716-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.15 7.2 ng 379011 1 6.87 1048000 20.0
2-Pentanone, 4-hy... 5.11 3.1 ng 161245 1 6.87 1048000 20.0
unknown6 .65 6.65 69.7 ng 3653170 1 6.87 1048000 20.0
Hexadecane 10.33 2.1 ng 143009 3 9.91 1368160 20.0
Tridecane, l1l-iodo- 10.80 4.3 ng 221251 4 11.40 1032310 20.0
Tridecane 11.25 2.2 ng 113151 4 11.40 1032310 20.0
Phenanthrene, 1-m... 11.90 4.9 ng 255136 4 11.40 1032310 20.0
Phenanthrene, 2,5... 12.46 2.2 ng 115354 4 11.40 1032310 20.0
Pentafluoropropio... 13.87 4.6 ng 261067 5 14.06 1134450 20.0
Supraene 14.89 7.4 ng 206618 6 15.56 560166 20.0
-beta.-iso-Methyl... 16.70 15.1 ng 421879 6 15.56 560166 20.0
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