LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 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-BF110817.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 5.098 508 512 522 rBV 232657 309430 18.79% 1.634%
2 5.493 574 579 582 rBVY 1700427 1586134 96.31% 8.377%
3 6.498 745 750 753 rBVY 1545551 1646953 100.00% 8.698%
4 6.640 770 774 778 rBVY 1733458 1645971 99.94% 8.693%
5 6.869 810 813 817 rBV 575224 474898 28.83% 2.508%
6 7.028 836 840 843 rBVY 1343236 1116428 67.79% 5.896%
7 7.434 900 909 912 rBVY 1084104 983114 59.69% 5.192%
8 7.510 918 922 925 rBV 22419 22201 1.35% 0.117%
9 8.051 1007 1014 1018 rBvV2 15423 18304 1.11% 0.097%
10 8.151 1027 1031 1035 rBV 748788 622985 37.83% 3.290%

11 9.228 1209 1214 1217 rBV 1626347 1425614 86.56% 7.529%
12 9.616 1276 1280 1284 rBV 445771 389277 23.64% 2.056%
13 9.910 1325 1330 1333 rBvV 773631 690783 41.94% 3.648%

14 10.098 1359 1362 1368 rBv4 15563 17757 1.08% 0.094%
15 10.551 1435 1439 1442 rBV 12909 16560 1.01% 0.087%
16 10.698 1459 1464 1467 rBV 1069776 1020729 61.98% 5.391%
17 10.816 1478 1484 1490 rVB5 30435 58617 3.56% 0.310%
18 10.869 1490 1493 1495 rBV 27039 23488 1.43% 0.124%
19 10.904 1495 1499 1502 rvv2 25422 30994 1.88% 0.164%
20 10.933 1502 1504 1507 rVv2 21867 19722 1.20% 0.104%
21 11.045 1521 1523 1528 rVB3 33793 34795 2.11% 0.184%
22 11.086 1528 1530 1532 rBV 29584 22114 1.34% 0.117%
23 11.251 1554 1558 1560 rBV2 23014 21070 1.28% 0.111%
24 11.280 1560 1563 1568 rVB3 18137 26362 1.60% 0.139%
25 11.392 1578 1582 1585 rBV 803052 709370 43.07% 3.746%
26 11.416 1585 1586 1589 rVB 129894 74867 4 _55% 0.395%
27 11.610 1615 1619 1620 rBV2 33445 31186 1.89% 0.165%
28 11.916 1661 1671 1679 rBV3 260884 334736 20.32% 1.768%
29 12.004 1684 1686 1689 rVvVv 25374 24007 1.46% 0.127%
30 12.086 1697 1700 1705 rBV 61101 59471 3.61% 0.314%
31 12.216 1719 1722 1724 rBV3 22187 29838 1.81% 0.158%
32 12.469 1763 1765 1768 rBV3 26106 24899 1.51% 0.132%
33 12.604 1785 1788 1791 rBV 231048 200155 12.15% 1.057%
34 12.645 1793 1795 1798 rVV3 33318 28679 1.74% 0.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 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-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.698 1801 1804 1807 rBV3 66420 68744 4_.17% 0.363%

36 12.839 1822 1828 1834 rBV3 254064 373605 22.68% 1.973%
37 12.974 1847 1851 1855 rVB 1089269 970772 58.94% 5.127%
38 13.198 1887 1889 1892 rBV 30395 26385 1.60% 0.139%
39 13.227 1892 1894 1897 rBV2 26096 21897 1.33% 0.116%
40 13.539 1944 1947 1950 rBV 215943 185815 11.28% 0.981%

41 13.863 1999 2002 2006 rVB4 81677 107267 6.51% 0.567%
42 13.933 2012 2014 2018 rVB4 53923 54410 3.30% 0.287%
43 14.004 2023 2026 2028 rVV 512993 436913 26.53% 2.308%
44 14.033 2028 2031 2034 rVV 526361 535198 32.50% 2.827%
45 14.057 2034 2035 2038 rVB 79601 44765 2.72% 0.236%

46 14.186 2054 2057 2060 rBV 238317 198582 12.06% 1.049%
47 14.486 2106 2108 2115 rVB2 77669 111184 6.75% 0.587%
48 14.651 2133 2136 2140 rVB2 77519 76568 4._.65% 0.404%
49 14.798 2157 2161 2165 rBVY 187136 197584 12.00% 1.044%
50 15.068 2204 2207 2211 rBV 81283 125596 7.63% 0.663%

51 15.133 2215 2218 2221 rBV 151717 164097 9.96% 0.867%

52 15.439 2268 2270 2277 rVB 50329 62235 3.78% 0.329%
53 15.510 2277 2282 2292 rVB2 462073 700869 42.56% 3.702%
54 15.957 2354 2358 2363 rVB 69686 95232 5.78% 0.503%

55 16.010 2363 2367 2376 rVB3 68748 123228 7.48% 0.651%
56 16.468 2440 2445 2454 rVB 104428 195875 11.89% 1.034%
57 16.762 2491 2495 2499 rVB4 39941 59430 3.61% 0.314%

58 17.568 2628 2632 2640 rVB9 36313 75501 4._.58% 0.399%
59 17.768 2661 2666 2675 rVB3 68569 181041 10.99% 0.956%

Sum of corrected areas: 18934301
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100781.D
549 6|64
6.50
1500000
7.03
7.43
1000000
6.87
500000
5.10
{ L=
o—————T 77T T T T T T T 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: BF100781.D
9.23
1500000
12.97
10.70
1000000
11.39
8.15 9.91
500000 9.62 12.84 1354
11.92 12.60 4 :
0
11.42 6 sz 12.4?‘ : g 1328
oL 80 10.10  10.55 [10mBaEE06a 28| 1161 '
Tt L B I e et P =] T — — — — T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100781.D
1500000
1000000
1A
500000
18861 16.47
16.76 17.547.77
O—— ——— T B e e e e I A s e e e e LA e e o e e B L s e e A I S 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 : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.10 13.03 ng 309430 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 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 512 (5.098 min): BF100781.D (-508) (-) m/z 42.95 100.00%
43.0
59.1
5000
1011 U R L I
511 | 83.0 | 4.80 5.00 5.20 5.40
o SEREEEOYE 1 PR Y S haHSSSARS M m/z 59.10 57.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L RN I A
59.0 480 500 520 5.40
m/z 101.10 19.12%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.01%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- L e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.23%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ ‘\ \‘ 510“‘ . “ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.64 Concentration Rank 1

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

6.64 69.32 ng 1645970 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 774 (6.640 min): BF100781.D (-770) (-) m/z 132.00 100.00%
132.
5000 68.1
96.0 PSSP SRR SRS A
401 540 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,:!..,::l-.'...'..,??;9,..!.,}97.-,0....,...., I m/z 68.10 39.94%
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
132.0
5000 1 e S o T
10 550 %0 70 m/z 134.00  33.14%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 24 _49%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A B e e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.69%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T B RS S LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 9.44 ng 334736 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1672 (11.922 min): BF100781.D (-1661) (-) m/z 192.10 100.00%

. 1

5000

-

11.60 11.80 12.00 12.20
m/z 73.00  98.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid

]

5000
11.60 11.80 12.00 12.20

m/z 60.00 90.76%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 43.10 87 .68%
97.0 199.0
157.0 242.0
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid e B
430 7 11.60 11.80 12.00 12.20
m/z 55.05 68.66%
5000
213.0
| ‘ 157.0 185.0
Ol il L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20

8270-BF110817.M Wed Nov 22 15:05:55 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.54 6.94 ng 185815 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1947 (13.539 min): BF100781.D (-1944) (-) m/z 57.10 100.00%

517.1
5000

13.20 13.40 13.60 13.80
\ l 141.1 2251
oAby Ay 4L 1822 225dpsaszesn g TR Taet e ey

T - -
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LA L L L L B |
13.20 13.40 13.60 13.80
m/z 71.10 61.00%
99.0
0 270‘ L ‘\ , 1410 1830 225.0 267.0 323.0 380.0
— T e T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R e NN REE s
13.20 13.40 13.60 13.80
5000 m/z 85.10 42 . 70%
99.0
0 1410 1830 2250 267.0 309.0 367.0
T B e e e e e e L LA m B e o S
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane A B e
57.0 13.20 13.40 13.60 13.80
m/z 41.10 25.23%
- M
— R R
m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Oxalic acid, cyclobutyl oct... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.86 4.01 ng 107267 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. cvclobutvl octadecy... 396 C24H4404 1000309-70-8 68
2 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 64

3 17-Pentatriacontene 491 C35H70 006971-40-0 55
4 Behenic alcohol 326 C22H460 000661-19-8 49
5 Decane 142 C10H22 000124-18-5 47
Abundance Scan 2002 (13.863 min): BF100781.D (-1999) (-) m/z 57.10 100.00%
571.1
5000 71
163.1 234.1 LI L L L LB L
ol LAl m/z 43.10 73.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210293: Oxalic acid, cyclobutyl octadecy! ester
55.0
5000 LIS L L L LB L B
13.60 13.80 14.00 14.20
‘ 970 m/z 55.10 52.79%
oldadd i 00 o 2or0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
A R A
13.60 13.80 14.00 14.20
5000 m/z 71.10 48.00%
97.0
139.0 283.0
ol d iy 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene L T e
43.0 13.60 13.80 14.00 14.20
m/z 69.10 47 .17%
5000 83.0
25.0
. ‘ y J‘ 12501670 2100 267.0307.0 490.0
e L A R A
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl1l3.93 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.93 2.03 ng 54410 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphorothioic acid. O-(6-ethox... 292 C10H17N204PS 038260-54-7 35
2 2H-1-Benzopvran-2-one. 4-hvdroxv... 292 C19H1603 005836-29-3 30
3 C-Nor-5.beta..l13.alpha.-androsta... 292 C18H2803 013976-73-3 27
4 Benzonitrile. 2-T1.5-dihvdro-3-(... 292 C16H12N402 1000349-81-5 27
5 Cyclohexano[a]pyrene, 7,8-difluo... 292 C20H14F2 1000116-80-3 27
Abundance Scan 2013 (13.927 min): BF100781.D (-2012) (-) m/z 292.20 100.00%
29p.2
55.1

5000 181.1

A
LI I e I N

207.1
236.2 263.1 13.60 13.80 14.00 14.20

01 A m/z 55.10 53.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137207: Phosphorothioic acid, O-(6-ethoxy-2-ethyl-4-pyrim...
292.0
181.0
153.0
5000 TT LR B TTT T T
125.0 13.60 13.80 14.00 14.20
56.0 79,0 . m/z 181.10 43.18%
229 0
PR Y O ... W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
292.0
121.0 188.0
e
13.60 13.80 14.00 14.20
5000 m/z 165.10 36.19%
650 940 163.0
39.0 : 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137985: C-Nor-5.beta.,13.alpha.-androstan-11-one, 3.alpha... R a R mamEE L
81.0 292.0 13.60 13.80 14.00 14.20

m/z 81.10 35.68%

5000

107.0 147.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Sulfurous acid, dodecyl 2-p... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.49 4_.15 ng 111184 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 80
2 Nonadecane 268 C19H40 000629-92-5 78
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 72
5 Heptadecane 240 C17H36 000629-78-7 70
Abundance Scan 2109 (14.492 min): BF100781.D (-2106) (-) m/z 57.10 100.00%
57.1
5000

14.20 14.40 14.60 14.80
m/z 43.10 66.62%

35.1160.21851209.1 242.1267.1 300.1 331.3

o

RRR | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #137569: Sulfurous acid, dodecyl 2-propy! ester
43.0
5000 71.0 R EREE mm s
14.20 14.40 14.60 14.80
‘ 970 m/z 71.10 59.43%
Ot 230 1690 2030 2330
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
s o LA e
85.0 14.20 14.40 14.60 14.80
5000 : m/z 85.10 41.66%
29.0
o 113.0 141.0 169.0 197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83051: Dodecane, 2-methyl-6-propyl- I EAmEmEEE RS
57.0 14.20 14.40 14.60 14.80
m/z 55.10 37.81%
5000 85.0
140.0
bbb s errrrgerepr 2280 et eererereperrereny || e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14. 40 14. 60 14. 80
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Library Search Compoun

d Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1,3-Benzenedicarboxylic aci... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.65 2.86 ng 76568 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 53

2 Terephthalic acid. monochloride.... 296 C16H21CI03 1000324-22-9 43
3 Terephthalic acid. 2-ethvlhexvl ... 390 C24H3804 1000324-00-5 43
4 Terephthalic acid. 4-cvanophenvl... 379 C23H25N04 1000323-66-6 30
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 27

Abundance Scan 2136 (14.651 min): BF100781.D (-2133) (-) m/z 70.05 100.00%
70.0
261.1
5000 112.1 1490
411 T
76.1 91.2 14.40 14.60 14.80 15.00
0! m/z 261.15 67.19%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
112.0
149.0 261.0
5000
0 14.40 14.60 14.80 15.00
41 m/z 112.10 48.49%
0 M h\ LJ “‘ s | 1790 2320 | L 304.0333.0361.0
— ety A e
m/z--> 50 100 150 200 250 300 350
Abundance
261.0
1490 LA L L L L L LB
14.40 14.60 14.80 15.00
5000 700 112.0 185.0 m/z 149.00 45 _.80%
41.0
225.0
L e
m/z--> 50 100 150 200 250 300 350
Abundance #207754: Terephthalic acid, 2-ethylhexyl octyl ester T
70.0 261.0 14.40 14.60 14.80 15.00
: 112.0 m/z 167.10 36.25%
5000 1490
41.0
3 M 8 N RO Y BN O . N B o vl
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF110817.M Wed Nov 22 15:05:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.80 5.64 ng 197584 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2161 (14.798 min): BF100781.D (-2157) (-) m/z 57.10 100.00%
57.1
5000 85.1
1411 1832 14.40 14.60 14.80 15.00 15.20
0....|, -111'1 g o211:2241.1269.2 3030 m/z 71.10 67.14%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 TT T T[T T T T [T T T T[T T TT[TT
Mmmmmmmmmm
m/z 43.05 61.20%
. %%MW ﬂl}MMwMWM%mmoz%mmoswo
m/z--> éo 150 260 2%0 360 3%0
Abundance
57.0
14.40 14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 49 .60%
29.0
. 113.0141.0169.0197.0225,0254.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane N e o
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 23.12%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14. 40 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.13 4.68 ng 164097 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane 310 C22H46 000629-97-0 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 2217 (15.127 min): BF100781.D (-2215) (-) m/z 57.10 100.00%

57.1
5000 85.1

14.80 15.00 15.20 15.40

155.1183.1 229.2 2711 302.1
Olrrrrrrepir b il m/z 71.10 66.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57.0
85.0
5000 TT [T T T T [T T I T[T T T T [TTTT]
14.80 15.00 15.20 15.40
m/z 43.10 61.74%
29.0 113.0
oL e 1410169.01070225.0253.0 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
T
14.80 15.00 15.20 15.40
5000 m/z 85.10 47 .03%
85.0
29.0

113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #153222: Docosane R a R mamEE a
57.0 14.80 15.00 15.20 15.40
m/z 55.10 30.87%
5000 85.0
29.0
. o MR 0‘1410169019702250253028103100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 80 15. 00 15 20 15.40

8270-BF110817.M Wed Nov 22 15:05:59 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Triacontane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.96 2.72 ng 95232 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2359 (15.962 min): BF100781.D (-2354) (-) m/z 57.05 100.00%
.0
OL e 15160 1580 16,00 1620
. 211.0243.2
ol 283.1 m/z 71.10 61.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 L D UL B SRR
15 60 15. 80 16. oo 16.20
99.0 m/z 43.10 52.65%
01260, | |1 ‘\ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> éo 100 1éo 260 2%0 360 3éo 460
Abundance
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 46 .44%
99.0
0 141.0 1830 225.0 2670 309.0 367.0
m/z--> éo 160 150 200 250 360 3éo 460
Abundance #185533: Pentacosane S B e o L
57.0 15.60 15.80 16.00 16.20
m/z 55.00 20.53%
5000
99.0
0260 | | | }#10 1830 2250 267.0 3090 352.0
m/z--> éo 160 1éo 260 250 360 3éo 460 1560 1580 1600 1620 '

8270-BF110817.M Wed Nov 22 15:06:00 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Cyclohexane, 1,1"-[3-(3-cyc... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.01  3.52ng 123228 Perylene-di2 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.1"-I3-(3-cvclopen... 346 C25H46 055401-70-2 58
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 49

3 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 46
4 1.2.4-Triazole. 5-cvclohexanecar... 194 C9H14N40 021051-17-2 43
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 38
Abundance Scan 2367 (16.010 min): BF100781.D (-2363) (-) m/z 83.10 100.00%
43.1]
5000
25.1 R R o e
190.0 2410 297.3 15.60 15.80 16.00 16.20 16.40
ol m/z 57.10 78 .35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #181574: Cyclohexane, 1,1'-[3-(3-cyclopentylpropyl)-1,5-pe...
58.0
97.0
5000 TT T T [T T I T [T T T T [ TTTT[TT
15.60 15.80 16.00 16.20 16.40
235.0 m/z 43.10 66 .95%
00 ]
ol LAyl 2700 | 2770  ae0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
83.0 R R o e
15.60 15.80 16.00 16.20 16.40
5000 m/z 97.10 62.09%
125.0
182.0
Ol ey rm o e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232315: Hexacosyl trifluoroacetate A EEE TS
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 58.78%
97.0
5000
39.0
oL |} j i} L, 181.0 222.0 278.0 320.0 364.0 409.0 460.0
B T e SRR R R
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20 16.40

8270-BF110817.M Wed Nov 22 15:06:01 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl7.57 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1757  2.15ng 75501  Perylene-di2 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stiomastan-3-en-6-ol 414 C29H500 1000214-19-7 9

118644-92-1 7
1000210-17-4 4
1000300-82-4 4

2 1-Methvl-3-imino-4.7.7-tricvano-... 276 C16H12N40
3 3-(3-Acetvl-6-0xo0-1-phenvl-1.4.5... 303 C15H17N304

1-T1-(4-Ethoxv-6-piperidin-1-vl-. ..

331 C15H21N702

5 3-S-Acetyl-1,2:5,6-di-O-isopropy... 318 C14H2206S 021870-79-1 4
Abundance Scan 2632 (17.568 min): BF100781.D (-2628) (-) m/z 43.05 100.00%
43.0
5000 81.0 147.1 2131 303.2
115.0 2671 4145
8.1 LB e e i e e
" | | ‘|“ | | 17.20 17.40 17.60 17.80
0= T m/z 213.10 45 .19%
m/z--> 150 200 5 300 350 400
Abundance #217436: Stigmastan-3-en-6-ol
43.0
5000
17.20 17.40 17.60 17.80
‘ ‘ 95.0 359.0 399.0 m/z 41.05 44 .31%
3.0
[o) I\HH ‘h \MM H“\\ ‘Hu\ M1 \H\ \qu3lq " |21|30 25|50 zlglolo |3|2?(|) T ‘l — "“k I\LI
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
R S R
17.20 17.40 17.60 17.80
5000 m/z 147 .05 42 .74%
104.0
. 240 1470 193.0 233.0 276.0
A LA e o e o o e B LA B o s o S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #146985: 3-(3-Acetyl-6-oxo-1-phenyl-1,4,5,6-tetrahydro[1,2... A BT o e
43.0 17.20 17.40 17.60 17.80
m/z 303.20 42 .26%
5000
77.0 188.0 303.0
146.0 229.0
i \Ml“io | |, ] 2720
ol ———— T — AR Emas EE
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF110817.M Wed Nov 22 15:06:01 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100781.D

Aca On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample : 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Nonadecane, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.77 5.17 ng 181041 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
2 Triacontane 422 C30H62 000638-68-6 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2666 (17.768 min): BF100781.D (-2661) (-) m/z 57.10 100.00%
5000 WALA
2181 2591 17140 1760 1780 1800
0! m/z 71.10 68.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
57.0
5000 L DA DR DU SUNLEE
17,40 17.60 17.80 18.00
99.0 140.0 m/z 43.10 58.83%
ol “. ‘.‘ I“' “l\ .‘”‘. “‘I IM e l\ I FI'83 OI |22|4|0| 2??9 ; T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
17.40 17.60 17.80 18.00
5000 m/z 85.05 50.89%
99.0
01260 141.0 183.0 225.0 267.0 309.0 351.0 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane A BT o e
57.0 17.40 17.60 17.80 18.00
m/z 55.00 28.16%
5000 WMM
990
0 26‘.0 ‘ i i’.|.4l .0 183 0 226 0
m/z--> 50 160 1éo 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112117\
Data File : BF100781.D

Acq On : 21 Nov 2017 15:38

Operator : SJ/JU

Sample - 16340-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.10 13.0 ng 309430 1 6.87 474898 20.0
unknown6 .64 6.64 69.3 ng 1645970 1 6.87 474898 20.0
Tridecanoic acid 11.92 9.4 ng 334736 4 11.39 709370 20.0
Heptacosane 13.54 6.9 ng 185815 5 14.03 535198 20.0
Oxalic acid, cycl... 13.86 4.0 ng 107267 5 14.03 535198 20.0
unknown13.93 13.93 2.0 ng 54410 5 14.03 535198 20.0
Sulfurous acid, d... 14.49 4.2 ng 111184 5 14.03 535198 20.0
1,3-Benzenedicarb... 14.65 2.9 ng 76568 5 14.03 535198 20.0
Hexacosane 14.80 5.6 ng 197584 6 15.51 700869 20.0
Heneicosane 15.13 4.7 ng 164097 6 15.51 700869 20.0
Triacontane 15.96 2.7 ng 95232 6 15.51 700869 20.0
Cyclohexane, 1,1"... 16.01 3.5 ng 123228 6 15.51 700869 20.0
unknownl7 .57 17.57 2.1 ng 75501 6 15.51 700869 20.0
Nonadecane, 9-met... 17.77 5.2 ng 181041 6 15.51 700869 20.0
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