LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample = 14290-01

Misc :

ALS Vial : 25 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-BF071317.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 4.722 462 465 476 rVB 183836 281714 10.38% 1.138%
2 5.169 536 541 544 rBVY 2588261 2676474 98.62% 10.812%
3 6.216 715 719 731 rBVY 2292736 2713810 100.00% 10.963%
4 6.328 734 738 742 rBVY 2404729 2535583 93.43% 10.243%
5 6.557 773 777 781 rBV 703884 615117 22.67% 2.485%
6 6.710 799 803 807 rBVY 1900806 1802334 66.41% 7.281%
7 7.122 868 873 876 rBY 1735951 1534956 56.56% 6.201%
8 7.839 991 995 998 rBV 847054 775372 28.57% 3.132%
9 8.916 1173 1178 1181 rBvV 2010643 1708874 62.97% 6.904%
10 9.310 1242 1245 1251 rBV 174341 135620 5.00% 0.548%
11 9.445 1265 1268 1271 rBV 34956 29404 1.08% 0.119%
12 9.586 1287 1292 1295 rBV 656122 627949 23.14% 2.537%
13 10.033 1366 1368 1371 rVB 50553 44239 1.63% 0.179%
14 10.257 1400 1406 1408 rBVvV4 20794 32289 1.19% 0.130%
15 10.368 1421 1425 1430 rVB 1063543 972598 35.84% 3.929%
16 10.504 1445 1448 1455 rBvV2 66866 99395 3.66% 0.402%
17 10.563 1455 1458 1461 rVvV 56678 54971 2.03% 0.222%
18 10.598 1461 1464 1467 rVVv2 59073 64914 2.39% 0.262%
19 10.633 1467 1470 1472 rVVv2 51137 52758 1.94% 0.213%
20 10.698 1476 1481 1485 rVV5 26973 57988 2.14% 0.234%
21 10.739 1485 1488 1492 rVvVv4 38318 54734 2.02% 0.221%
22 10.780 1492 1495 1497 rVvV 48728 50700 1.87% 0.205%
23 10.821 1500 1502 1508 rVB3 28393 29804 1.10% 0.120%
24 10.957 1521 1525 1527 rBV2 33797 30821 1.14% 0.125%

25 11.057 1538 1542 1544 rBV 556282 491278 18.10% 1.985%

26 11.080 1544 1546 1550 rvVv 327338 265405 9.78% 1.072%

27 11.133 1553 1555 1559 rVB 95716 77582 2.86% 0.313%
28 11.239 1570 1573 1577 rVB 577804 516725 19.04% 2.087%
29 11.563 1625 1628 1630 rBV 47487 42502 1.57% 0.172%
30 11.586 1630 1632 1635 rVV 57913 46846 1.73% 0.189%
31 11.668 1643 1646 1648 rBV 69915 68620 2.53% 0.277%
32 11.692 1648 1650 1653 rVB 45138 37596 1.39% 0.152%
33 12.110 1718 1721 1724 rBV 39124 43388 1.60% 0.175%
34 12.192 1733 1735 1740 rVB3 31709 31025 1.14% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample = 14290-01

Misc :

ALS Vial : 25 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-BF071317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.262 1744 1747 1751 rVB 445237 375437 13.83% 1.517%

36 12.492 1781 1786 1788 rBV 324192 338721 12.48% 1.368%

37 12.527 1788 1792 1796 rVVv4 40987 54043 1.99% 0.218%
38 12.645 1808 1812 1815 rVB 1066886 1067977 39.35% 4._.314%
39 12.715 1815 1824 1827 rVB4 27534 29735 1.10% 0.120%
40 12.821 1839 1842 1846 rVB 51657 60177 2.22% 0.243%
41 12.886 1850 1853 1856 rVv2 45335 48560 1.79% 0.196%
42 12.921 1856 1859 1863 rVB2 41585 38552 1.42% 0.156%
43 13.015 1872 1875 1877 rBVY 38473 27775 1.02% 0.112%
44 13.327 1925 1928 1930 rBVY 29801 27786 1.02% 0.112%
45 13.433 1943 1946 1948 rBVY 48183 47917 1.77% 0.194%

46 13.551 1961 1966 1971 rBV4 129462 199399 7.35% 0.806%
47 13.686 1981 1989 1991 rBV2 714640 870125 32.06% 3.515%
48 13.709 1991 1993 1996 rVB 192827 159546 5.88% 0.645%
49 13.880 2019 2022 2025 rBV4 63684 93167 3.43% 0.376%
50 14.074 2053 2055 2057 rVB 53080 44002 1.62% 0.178%

51 14.186 2071 2074 2078 rBV 244578 284422 10.48% 1.149%
52 14.451 2116 2119 2121 rBV 110490 122179 4 _50% 0.494%
53 14.598 2142 2144 2148 rVB4 61875 59760 2.20% 0.241%
54 14.680 2154 2158 2165 rBV 217207 395019 14.56% 1.596%
55 14.768 2170 2173 2183 rVB2 368968 480500 17.71% 1.941%

56 14.939 2199 2202 2207 rVB 123952 155820 5.74% 0.629%
57 14.992 2208 2211 2215 rBV 168429 188814 6.96% 0.763%
58 15.051 2217 2221 2225 rBV 436205 512847 18.90% 2.072%
59 15.468 2289 2292 2296 rBV 133555 170732 6.29% 0.690%
60 16.139 2402 2406 2415 rBV3 100073 177478 6.54% 0.717%

61 16.309 2432 2435 2444 rVB3 64816 119749 4.41% 0.484%

Sum of corrected areas: 24753624
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO072117\

BF096960.D

21 Jul 2017 22:47

SJ/Ju

14290-01

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 5

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

4.72 9.16 ng 281714 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 465 (4.722 min): BF096960.D (-462) (-) m/z 43.00 100.00%
43.0
5000 590
101.0 AR SRR SRR AR
4.40 4.60 4.80 5.00
el BLO 831 | "m/z 59.00 50.85%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL IR
59.0 440 460 480 500
m/z 101.00 14 .25%
..,...‘a:‘gll‘..o...‘,‘l...,..a.,....,....,8.3'.0..,9.3'.0.%?1..(?..,.
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 58.00 13.71%
41.0
50.0 73.0 86.0
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LA L LB L L BN |
54.0 4.40 4.60 4.80 5.00
m/z 41.05 7.89%
5000 310 430 730
M | ‘ ., 51.0 |1l 84.0 101.0
m/z--> 20 30 40 50 60 70 80 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.33 Concentration Rank 1

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

6.33 82.44 ng 2535580 1,4-Dichlorobenzene-d4 6.56
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 738 (6.328 min): BF096960.D (-734) (-) m/z 132.00 100.00%
13%.
5000 68.1
ISR SRS A S
401 40 | 9.1 6.00 6.20 6.40 6.60
..,....,....,...:,".'...,!!..,.:.-.'...'..,??.9 ogero m/z 68.10 41.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SN SRR R LA
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.38%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.40 6.60
5000 67.0 m/z 66.00 27.05%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L B L B
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.18%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.50 4_.05 ng 99395 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 72
3 Octacosane 394 C28H58 000630-02-4 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Undecane 156 C11H24 001120-21-4 58
Abundance Scan 1447 (10.498 min): BF096960.D (-1445) (-) m/z 57.10 100.00%
57.1
5000
184.1 AR S BULLILE UL IULR
97.0 14?'0 | | 10.'20 10.'40 10.|60 10.|80
— I m/z 43.10 68.91%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
5000 RN BN
10.20 10.40 10.60 10.80
‘ m/z 71.00 39.72%
27.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 33.09%
27.0 9.0 1410 1830 226.0
m/z--> 55 160 1%0 200 250 360 3%0 '
Abundance #209566: Octacosane
57.0 10.20 10.40 10.60 10.80
m/z 41.05 27 .26%
5000
99.0
27,00 | | | , 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 ' 10.'20 10.'40 10.|60 10.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.56 2.24 ng 54971 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 83
2 4-(1.1-Dimethvlpropvl)phenvl ace... 206 C13H1802 1000373-45-3 78
3 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 78
4 Carbamic acid. N-T1.l1-bis(triflu... 413 C19H25F6N02 296242-69-8 72
5 Benzoic acid, 4-methoxy-, diethy... 220 C12H17B03 146681-61-0 72

Abundance Scan 1458 (10.563 min): BF096960.D (-1455) (-) m/z 135.10 100.00%
136.1
5000
107.0
41.0 26.9 290.2 10.20 10.40 10.60 10.80
s o L B e o m/z 107.00 15.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66117: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.20 10.40 10.60 10.80
0
570 107.0 206.0 m/z 136.10 12.68%
SN VRO NIV APV WO PO 1IN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
10.20 10.40 10.60 10.80
5000 m/z 41.00 9.03%
107.0 164.0
150 430 77.0 206.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)- I B o
135.0 10.20 10.40 10.60 10.80
m/z 121.10 8.55%
5000 107.0
41.0 77.0 ‘ 164.0
\‘ 1 L | | n I | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknownl10.60 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.64 ng 64914 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol 270 C18H2202 000084-16-2 47
2 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 47
3 Acetamide. N-(4-methvilphenvl)- 149 C9H11NO 000103-89-9 46
4 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 43
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 27
Abundance Scan 1464 (10.598 min): BF096960.D (-1461) (-) m/z 149.10 100.00%
107.0 (149.1
5000
55.0 191.1
79.0 220.2 10.20 10.40 10.60 10.80 11.00
hw”hh.npuw:”w””h”..”.””,””“”q m/z 107.00 95.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119448: Hexestrol
135.0
5000
107.0 10.20 10.40 10.60 10.80 11.00
m/z 135.10 95.31%
53.0 77.0 165.0 212 o 270 0
m/z--> ﬁo Jo eb 85 160 150 140 160 180 200 220 240 260 2éo 360
Abundance
135.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 121.05 60.65%
107.0
150 430 77.0 176.0 211.0 241.0 312.0
R AR B R RS L LA s LR LA AR LA RN R RN SRR AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23636: Acetamide, N-(4-methylphenyl)-
107.0 10.20 10.40 10.60 10.80 11.00
m/z 55.05 29.86%
5000 149.0
43.0
150 | 770
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 15';0 2(')0 250 240 2('30 25';0 3(')0 ' 10. 20 10 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 ((1,2-Diethylethylene)bis(p--. Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.15 ng 52758 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 59
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 59
3 4-n-Butoxvphenvl isocvanate 207 C11H13NOS 1000342-44-4 53
4 Benzoic acid. 4-(bromomethvl)- 214 C8H7Bro02 006232-88-8 53
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 53
Abundance Scan 1469 (10.627 min): BF096960.D (-1467) (-) m/z 135.10 100.00%
135.1
107.1
5000
41.0
i 63.119|1-1 10.40 10.60 10.80 11.00
e m/z 121.10 89.10%
m/z--> 50 100 150 200 250 300 350
Abundance #186827: ((1,2-Diethylethylene)bis(p-phenylene))diacetate
135.0
5000
177.0 10.40 10.60 10.80 11.00
107.0 m/z 149.05 75.57%
140 430 770 | | \‘ 21102410 2830 354.0
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
10.40 10.60 10.80 11.00
5000 m/z 107 .05 60.61%
107.0
410 o
m/z--> 50 100 150 200 250 300 350
Abundance #66758: 4-n-Butoxyphenyl isocyanate
135.0 10.40 10.60 10.80 11.00
m/z 41.00 31.63%
5000
29.0 107.0 191.0
B L e |
m/z--> 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.36 ng 57988 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 53
2 2H-Imidazol4.5-blpvridin-2-one. ... 135 C6H5N30 016328-62-4 53
3 1l-Adamantaneethanol 180 C12H200 006240-11-5 40
4 1-Adamantanecarboxvlic acid. 3.5... 292 C17H18F202 1000293-75-1 40
5 Hexestrol 270 C18H2202 005635-50-7 40
Abundance Scan 1481 (10.698 min): BF096960.D (-1476) (-) m/z 135.10 100.00%
136.1
5000
57.0
39 85.0 107.0 167.1 10.40 10.60 10.80 11.00

m/z 57.00 19.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135.0
5000 LA L L L L L L L LB
10 40 10. 60 10 80 11. OO
m/z 71.10 18.02%
41.0 107.0
| 59.0 770 | | | 1770 219.0  250.0
L L B o b EARA Raay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135.0
L\ IIIIIIIIIIIIIIIIIIIIII
10.40 10.60 10.80 11.00
5000 m/z 107.00 16.17%

53.0 80.0 107.0

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

Abundance #45596: 1-Adamantaneethanol
135.0 10.40 10.60 10.80 11.00
m/z 43.00 15.52%
5000
79.0 162.0
410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. 00

8270-BF071317.M Mon Jul 24 15:46:26 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 unknownl10.74 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.23 ng 54734 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolo(3.2-d)pvrimidine-2.4-... 149 C6H7N5 1000244-21-4 32
2 2-(Nonvloxvcarbonyl)benzoic acid 292 C17H2404 1000373-89-9 27
3 2H-Indol-2-one. 1.3-dihvdro-5-hv... 149 C8H7NO2 003416-18-0 27
4 1H-Purin-6-amine. N-methvl- 149 C6H7N5 000443-72-1 27
5 5-Methylthieno[3,2-b]pyridine 149 C8H7NS 001759-29-1 27
Abundance Scan 1488 (10.739 min): BF096960.D (-1485) (-) m/z 149.10 100.00%
107.0 149.1
5000
177.1 R B B i
430 790 | | 1040 10.60 10.80 11.00 |
m|”“||||m|l|||n||.I.| “.l'..i'...|.|.'..,'.'...,....,....,.... e m/z 107.00 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
5000
107.0 10.40 10.60 10.80 11.00

m/z 121.10 54 .31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149.0
10.40 10.60 10.80 11.00
5000 m/z 177.10 18.98%
410 650  105.0957 9 176.0 235.0 292.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23551: 2H-Indol-2-one, 1,3-dihydro-5-hydroxy- LAV
149.0 10.40 10.60 10.80 11.00
m/z 135.00 16.48%
120.0
5000
39.0 650 40
S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00

8270-BF071317.M Mon Jul 24 15:46:27 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .M
Quant Title : 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 10 Phthalic acid, hept-3-yl is... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.24 21.04 ng 516725 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl isobuty... 320 C19H2804 1000356-98-6 86
2 Phthalic acid. butvl hept-2-vl e... 320 C19H2804 1000356-97-1 83
3 Phthalic acid. 8-chlorooctvl iso... 368 C20H29C104 1000356-85-8 78
4 Phthalic acid. butvl 8-chlorooct... 368 C20H29CI104 1000356-85-9 78
5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 78
Abundance Scan 1573 (11.239 min): BF096960.D (-1570) (-) m/z 149.00 100.00%
14h.0
5000
57.0
104.0 293.1 11.00 11.20 11.40 11.60
etk A8 223 W/Zz 57.05  30.57%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161284: Phthalic acid, hept-3-yl isobuty! ester
149.0
5000 R N LS R R
11,00 11.20 11.40 11.60
57.0 m/z 41.00 14.06%
200 104.0 N 223.0
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
149.0
11.00 11.20 11.40 11.60
5000 m/z 150.00 9.03%
29.0 57.0 98.0 121.0 223.0
wwmwmwﬁwmwwmm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #195329: Phthalic acid, 8-chlorooctyl isobuty! ester P e
149.0 11.00 11.20 11.40 11.60

m/z 56.10 7.10%

5000

200, 570 g10104.0 ‘ 223.0 313.0

R maa R L e S e L o e e B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11. 60

8270-BF071317.M Mon Jul 24 15:46:27 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.67 2.79 ng 68620 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzaldehvde. 3.5-dichloro-2-hvyd... 190 C7H4Cl1202 000090-60-8 80

2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 53
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 42
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 38

Abundance Scan 1646 (11.668 min): BF096960.D (-1643) (-) m/z 190.10 100.00%
1
5000
11.40 11.60 11.80 12.00
110.1 137.1
m/z 189.10 96.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000
63.0 11.40 11.60 11.80 12.00
: 970 133.0 172.0 m/z 192.05 74_.38%
28.0 :
— ,.l‘.ﬂ1{7JQ. J:. m§}”9..‘My..‘.., ﬂ:.h ,.%5?:9”:..‘.,.. M., ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
e A e
11.40 11.60 11.80 12.00
5000 m/z 191.10 54.85%
94.0
39.0 630 1100 1370 1630
TR o L e I I e e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 11.40 11.60 11.80 12.00
m/z 94.50 28.31%
5000
94.0
‘ 163.0
TR B o e L e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00

8270-BF071317.M Mon Jul 24 15:46:28 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cycloeicosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.55 4.58 ng 199399 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 87
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76

Abundance Scan 1966 (13.551 min): BF096960.D (-1961) (-) m/z 57.05 100.00%
.0
97.1
5000
125.1 NS SUNISA SN B
1671 208.0 . 2811 13.20 13.40 13.60 13.80
AT, 247.0 m/z 43.05 93.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127768: Cycloeicosane
55.0
83.0
5000 NS VNS SN B
29.0 0 13.20 13.40 13.60 13.80
1l m/z 55.00 87.57%
\ il 139.0 168.0 196.0 224.0 252.0 280.0
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 NS USRS B
13.20 13.40 13.60 13.80
5000 m/z 97.10 74 .92%
111.0
139.0 182.0 210.0
mmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester  EESEERaEEE RS
43 13.20 13.40 13.60 13.80
69.0 m/z 83.10 66 .66%
5000
125.0
153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13&0 1320 13%0 1580 '

8270-BF071317.M Mon Jul 24 15:46:28 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-Aminopyrene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.14 ng 93167 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Aminopvrene 217 C16H11IN 001606-67-3 53
2 11H-Indeno(1l.2-b)auinoline 217 C16H11IN 000243-51-6 53
3 3-Fluoranthenamine 217 C16H11N 002693-46-1 50
4 11H-Benzolalcarbazole 217 C16H11N 000239-01-0 49
5 Benzo(c)carbazole 217 C16H11IN 034777-33-8 49
Abundance Scan 2022 (13.880 min): BF096960.D (-2019) (-) m/z 217.10 100.00%
217.1
57.0
5000
1251 163.1 189.0 13.60 13.80 14.00 14.20
m/z 57.00 64 .69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75039: 1-Aminopyrene
217.0
5000 L B B L B
189.0 13.60 13.80 14.00 14.20
0
109.0 ‘ m/z 43.00 50.81%
620820 | | 1370 1630 | |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
217.0
13,60 13.80 14.00 14.20
5000 m/z 71.10 37 .80%
108.0
5.0 810 1400 163.0 189.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75043: 3-Fluoranthenamine R R R L
217.0 13.60 13.80 14.00 14.20
m/z 69.05 34 .23%
5000
94.0 189.0
400 630 || 1140 139.0 1630 M‘\ |
m/z--> 40 60 8|0 100 120 140 1('30 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF071317.M Mon Jul 24 15:46:29 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexacosyl heptafluorobutyrate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.19 6.54 ng 284422 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
4 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 91
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 91
Abundance Scan 2075 (14.192 min): BF096960.D (-2071) (-) m/z 57.10 100.00%
57.1
5000 wL‘k
11.1
239.1 LRSI ORI AR L B
153.1 13.80 14.00 14.20 14.40 14.60
...,....,J.“.'- 9L ) 02 m/z 43.05 87.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate u\lAﬂU«
57.0
5000 R SRR R DR B
11.0 1380 14.00 14.20 14.40 14.60
m/z 55.05 82.01%
] ‘ ‘“ MLH "195023702800322036404090 560.0
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo
Abundance
57.0
13.80 14.00 14,20 14.40 14.60
5000 m/z 83.10 66.09%
111.0
15301950 250.0 3060348039204370 488.0
m/z--> 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #232315: Hexacosyl trifluoroacetate R B o
57.0 13.80 14.00 14.20 14.40 14.60
m/z 97.10 57.96%
- I \M\’\/V’JLMM
3 l 153.0195.0 250.0292.0  364. 0409 0 460.0
m/z--> 55 160 1%0 200 250 300 350 400 4%0 560 séo 1380 1400 1420 1440 1460

8270-BF071317.M Mon Jul 24 15:46:29 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Tetradecanamide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .45 4.76 ng 122179 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 72
2 Hexadecanamide 255 C16H33NO 000629-54-9 68
3 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 64
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 7-Nonenamide 155 C9H17NO 090949-53-4 58
Abundance Scan 2119 (14.451 min): BF096960.D (-2116) (-) m/z 59.00 100.00%
59.0
5000

256.1
14.20 14.40 14.60 14.80

m/z 72.05 55.77%

128.1 160.1184.1 214.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83610: Tetradecanamide
59.0
5000
14.20 14.40 14.60 14.80
m/z 55.00 42 .77%
29 0 97.0 128.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59.0
N R A EE
14.20 14.40 14.60 14.80
5000 m/z 43.10 32.90%
29.0 86.0 114.0 1420 170.0 2120  255.0
WWWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128443: 9-Octadecenamide, (2)- O B B
59.0 14.20 14.40 14.60 14.80
m/z 41.10 28.20%
5000
B 0 e R LN UL 2 BT I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14. 40 14. 60 14.80

8270-BF071317.M Mon Jul 24 15:46:30 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 E-15-Heptadecenoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.33 ng 59760 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenoic acid 268 C17H3202 1000130-98-1 78
2 1-Eicosvne 278 C20H38 000765-27-5 50
3 E-11-Methvl-12-tetradecen-1-ol a... 268 C17H3202 1000130-80-7 48
4 Z-4-Nonadecen-1-ol acetate 324 C21H4002 1000131-08-3 47
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 45
Abundance Scan 2144 (14.598 min): BF096960.D (-2142) (-) m/z 57.05 100.00%

5000

0
82.0
' 256.1

195.1 224.2 . 354.2 mmmmmmmmmm
m/z 43.00 78.85%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117463: E-15-Heptadecenoic acid
43.0

5000 R o B
14. 20 14. 40 14 60 14. 80 15. 00

| 0]66H|941) 0 268.0 / = ;3.90%
TTTTTryT

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

43.0 82.0

14.20 14.40 14.60 14.80 15.00
5000 m/z 96.00 60.65%

109.0
138.0 166.0 194.0 222.0 250.0 277.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #117502: E-11-Methyl-12-tetradecen-1-ol acetate A B o
43.0 14.20 14.40 14.60 14.80 15.00
95.0 m/z 68.10 49.44%
5000
IIII IIIIIIIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 20 14. 40 14. 60 14. 80 15. 00

8270-BF071317.M Mon Jul 24 15:46:30 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.77 18.74 ng 480500 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
2 Heneicosane 296 C21H44 000629-94-7 76
3 Pentacosane 352 C25H52 000629-99-2 72
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 2173 (14.768 min): BF096960.D (-2170) (-) m/z 57.10 100.00%
57.1 ”
5000 851
2521 LA PR UL I
141 2 14.40 14.60 14.80 15.00
- .l, A lﬁ P69 2240 | 3002 3692 /43 10 59.12%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 L B LI B BULRL B
85.0 14.40 14. 60 14. 80 15.00
290 ”3 m/z 71.05 52.49Y%
| h Lo || 110 18302110 25302820
m/z--> 5 100 1%0 200 250 360 3éo
Abundance
57.0
I I I

85.0 14.40 14.60 14.80 15.00

5000 ' m/z 85.10 38.38%
29.0 113.0
141.0160.0197.0225.0253.0  296.0
e T e e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane e m e S
57.0 14.40 14.60 14.80 15.00
m/z 55.00 19.99%
o e W
13.0
EQILAfJfﬂ%%OanwMNM%%Bm&o
2 e S e e e e &
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-lodoundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.47 6.66 ng 170732 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23l1 004282-44-4 81
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Triacontane 422 C30H62 000638-68-6 72

Abundance Scan 2292 (15.468 min): BF096960.D (-2289) (-) m/z 57.05 100.00%

57.0

5000 85.1

%

113.1 15.20 15.40 15.60 15.80
141.1169.2 2192 2661 3021
”wnuln A 300210002192 o) 8021 3371 h75T 43.05  61.95%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128607: 1-lodoundecane
57.0
5000 LA L L L L L L
85.0 15.20 15.40 15.60 15.80
90,0 m/z 71.05 57.32%
155.0
|l “ ‘ 1113.0 | 183.0211.0 282.0
R e AR aa
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
e
15.20 15.40 15.60 15.80
5000 85.0 m/z 85.10 40.76%
113.0 154.0

183.0211.0239.0  281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

Abundance #94356: Tetradecane, 2,6,10-trimethy!- T

57.0 15.20 15.40 15.60 15.80
m/z 55.10 25.69%

5000 85.0
113.0 155.0
183.0

SN W 5 5 I RSP i S RN —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096960.D

Aca On 21 Jul 2017 22:47

Operator : SJ/JU

Sample : 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 unknownl6.14 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.14 6.92 ng 177478 Perylene-di12 15.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 46
2 Methanamine. N-I3-methvl-2-buten... 97 C6H11N 1000196-86-4 38
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 38
4 1.16-Hexadecanediol 258 C16H3402 007735-42-4 38
5 Octadecanal 268 C18H360 000638-66-4 38

Abundance Scan 2406 (16.139 min): BF096960.D (-2402) (-) m/z 57.10 100.00%

5000

301.2 15.80 16.00 16.20 16.40
m/z 43.10 94 .01%

137.1 162.0 190.2 231.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126193: 1,19-Eicosadiene
55.0

29.0 15.I80 16.IOO 16!20 16.I40
: m/z 82.05 61.86%

180.0 208.0 250.0 278.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
82.0
AUV AR
15.80 16.00 16.20 16.40
5000, 420 m/z 55.00 57.55%

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

Abundance #117618: Oxirane, hexadecyl- R e EEAER R
15.80 16.00 16.20 16.40

m/z 96.05 51.11%

5000

29.0

211.0  250.0

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
Data File : BF096960.D

Acq On 21 Jul 2017 22:47

Operator : SJ/JU

Sample - 14290-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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... 4.72 9.2 ng 281714 1 6.56 615117 20.0
unknown6 .33 6.33 82.4 ng 2535580 1 6.56 615117 20.0
Tridecane 10.50 4.0 ng 99395 4 11.06 491278 20.0
Phenol, 4-(1,1,3,... 10.56 2.2 ng 54971 4 11.06 491278 20.0
unknown10.60 10.60 2.6 ng 64914 4 11.06 491278 20.0
((1,2-Diethylethy... 10.63 2.1 ng 52758 4 11.06 491278 20.0
Pentanoic acid, 5... 10.70 2.4 ng 57988 4 11.06 491278 20.0
unknown10.74 10.74 2.2 ng 54734 4 11.06 491278 20.0
Phthalic acid, he... 11.24 21.0 ng 516725 4 11.06 491278 20.0
Benzaldehyde, 3,5... 11.67 2.8 ng 68620 4 11.06 491278 20.0
Cycloeicosane 13.55 4.6 ng 199399 5 13.69 870125 20.0
1-Aminopyrene 13.88 2.1 ng 93167 5 13.69 870125 20.0
Hexacosyl heptafl... 14.19 6.5 ng 284422 5 13.69 870125 20.0
Tetradecanamide 14.45 4.8 ng 122179 6 15.05 512847 20.0
E-15-Heptadecenoi... 14.60 2.3 ng 59760 6 15.05 512847 20.0
Hexadecane, 2,6,1... 14.77 18.7 ng 480500 6 15.05 512847 20.0
1-lodoundecane 15.47 6.7 ng 170732 6 15.05 512847 20.0
unknownl16.14 16.14 6.9 ng 177478 6 15.05 512847 20.0
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