LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 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-BF060517.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 1.540 7 9 24 rVB 144747 266690 2.34% 0.590%
2 4.581 492 526 528 rBY 1767082 11402974 100.00% 25.228%
3 6.822 903 907 918 rVB 111449 163951 1.44% 0.363%
4 6.951 925 929 934 rVV 108805 223953 1.96% 0.495%
5 6.992 934 936 946 rVB3 74394 133625 1.17% 0.296%
6 7.263 978 982 992 rBV 256904 378544 3.32% 0.837%
7 7.492 1009 1021 1033 rBV 903163 1424942 12.50% 3.153%
8 8.151 1127 1133 1135 rBV2 125734 180205 1.58% 0.399%
9 8.186 1135 1139 1153 rVB 587145 952339 8.35% 2.107%
10 8.798 1235 1243 1246 rBV3 63328 121120 1.06% 0.268%

11 9.045 1281 1285 1291 rVV2 105394 131246 1.15% 0.290%
12 9.292 1319 1327 1332 rBV 373317 540821 4.74% 1.197%
13 9.392 1340 1344 1349 rVB3 112093 163724 1.44% 0.362%
14 9.516 1359 1365 1372 rBV3 102205 186567 1.64% 0.413%
15 9.722 1394 1400 1404 rBvV 125041 165180 1.45% 0.365%

16 10.110 1459 1466 1468 rBv4 55762 116185 1.02% 0.257%
17 10.210 1477 1483 1490 rBV 328629 545083 4.78% 1.206%
18 10.463 1523 1526 1533 rVB5 99857 185178 1.62% 0.410%
19 10.598 1546 1549 1555 rvB2 86603 141982 1.25% 0.314%
20 10.657 1555 1559 1561 rBV3 81453 116247 1.02% 0.257%

21 10.686 1561 1564 1567 rBV 127439 160442 1.41% 0.355%
22 10.722 1567 1570 1575 rBV3 98362 170767 1.50% 0.378%
23 10.863 1587 1594 1600 rBV2 412744 1096635 9.62% 2.426%
24 10.939 1603 1607 1611 rVV 489122 689216 6.04% 1.525%
25 11.016 1617 1620 1623 rBV2 143905 226448 1.99% 0.501%

26 11.080 1626 1631 1636 rVB 1488918 2122409 18.61% 4.696%
27 11.127 1636 1639 1641 rBV2 135279 151706 1.33% 0.336%
28 11.163 1641 1645 1649 rBV5 164245 275727 2.42% 0.610%
29 11.210 1649 1653 1661 rVB2 582174 966357 8.47% 2.138%
30 11.310 1667 1670 1673 rBV3 171105 206274 1.81% 0.456%

31 11.410 1683 1687 1688 rBV 256658 326721 2.87% 0.723%
32 11.439 1688 1692 1697 rVB2 993719 1583042 13.88% 3.502%
33 11.504 1698 1703 1710 rBV3 528033 1107481 9.71% 2.450%
34 11.557 1710 1712 1715 rVB 169306 169587 1.49% 0.375%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 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-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.763 1743 1747 1748 rBV2 137389 190750 1.67% 0.422%

36 11.904 1767 1771 1776 rBV5 185913 328843 2.88% 0.728%
37 12.145 1804 1812 1816 rBV2 769222 1628629 14.28% 3.603%
38 12.210 1819 1823 1825 rVV 386715 562049 4._.93% 1.243%
39 12.245 1825 1829 1832 rVB 1061059 1225088 10.74% 2.710%
40 12.345 1842 1846 1849 rBVY 530323 682736 5.99% 1.510%

41 12.380 1849 1852 1855 rVB3 204087 255924 2.24% 0.566%
42 12.521 1873 1876 1877 rBV2 170997 205102 1.80% 0.454%
43 12.998 1952 1957 1960 rBV 994512 1383506 12.13% 3.061%
44 13.104 1969 1975 1980 rVB3 820537 1412605 12.39% 3.125%
45 14.080 2136 2141 2145 rVB 1399830 2154129 18.89% 4._.766%

46 14.133 2147 2150 2155 rVB2 634782 785062 6.88% 1.737%
47 14.186 2155 2159 2164 rBV3 408179 702366 6.16% 1.554%
48 14.686 2240 2244 2248 rBVY 877478 1248727 10.95% 2.763%
49 14.745 2251 2254 2257 rVB2 405674 504931 4.43% 1.117%
50 15.280 2341 2345 2349 rBV 1073313 1621512 14.22% 3.587%

51 15.357 2355 2358 2364 rVB 780501 1116951 9.80% 2.471%
52 16.198 2497 2501 2506 rBV2 999808 1515649 13.29% 3.353%
53 16.668 2577 2581 2584 rBV 604652 882181 7.74% 1.952%

Sum of corrected areas: 45200108
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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: BF096182.D
3500000

3000000
2500000

2000000
4.58

1500000

1000000 7.49

8.19
500000

.54 815 9.
GJL A J\% ILA m‘

Time--> 1.50 2.00 2. 50 3. OO 3. 50 4, OO 4.50 5.00 5.50 6.00 6.50 7. OO 7. 50 8.00 8.50
Abundance TIC: BF096182.D
3500000

3000000 16.20

14.08 15.28
2500000 5.36

2000000 11.08 13,994 14.69 l l
‘19 A

12.25
1500000 11.44

1000000 10,04 ill l 50 ol
||v', 5.51;?590
500000{ 9.29 1021 e 31’3 iy ‘il
Jo3s8,72 10, 35

O e T T
Time--> 950 1000 1050 1100 1150 1200 1250 1300 1350 14.00 1450 1500 1550 1600  16.50

Abundance TIC: BF096182.D
3500000

3000000
2500000467
2000000
1500000
1000000

500000

T

Time--> 17.00 1750 1800 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1

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

4.58 602.47 ng 11403000 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.2-Butanediol 90 C4H1002 000584-03-2 23
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 526 (4.581 min): BF096182.D (-492) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 MRS SN S,
420 4.40 4.60 4.80 5.00
83.1
S NSO N o S m/z 59.10 63.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR AR NS SRR
59.0 420 440 460 480 5.00
m/z 101.10 23.19%
31.0 101.0
'W'”““”“m“'P'“P'“I”'ﬁqu'”Wh“'P”'P'“I””I“'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
420 440 4.60 480 500
5000 m/z 58.10 15.40%
31.0
43.0
71.0 89.0 117.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B B
59.0 420 4.40 4.60 4.80 5.00
m/z 41.10 9.40%
5000 41.0
LN | 73.0 1260 1420

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 _alpha.-Methylstyrene Concentration Rank 20

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

6.82 8.66 ng 163951 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Methvlstvrene 118 C9H10 000098-83-9 97
2 Benzene. l1l-ethenvl-3-methvl- 118 C9H10 000100-80-1 58
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 58
4 Benzeneethanol. .beta.-ethenvl-.... 162 C11H140 040596-14-3 53
5 Acetic acid, chloro-, 3-phenylpr... 212 C11H13CIl02 064046-48-6 50

Abundance Scan 907 (6.822 min): BF096182.D (-903) (-) m/z 118.10 100.00%
118.1
103.0
5000
78.1
510 910 ||||||||II|IIII|IIII|III
39.0 | 63.0 | ‘ 6.40 6.60 6.80 7.00 7.20
e e e e el o Tm/z 117.100 79.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8965: .alpha.-Methylstyrene
118.0
5000 103.0 USRS MRS UL SRR
8.0 6.40 6.60 6.80 7.00 7.20
“ 910 m/z 103.00 53.34%
39.0 510 :
150 270 ~1° "7 630 L L
mzs 10 % % 40 5 8 7 % % 100 110 1%
Abundance
118.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 78.10 31.25%
91.0
103.0
150 27.0 39.0 51.0 650 77.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8977: Benzene, 1-ethenyl-4-methyl- e BRaas EaEL s L
118.0 6.40 6.60 6.80 7.00 7.20
m/z 115.00 28.37%
5000
91.0
39.0 65.0 103.0
"I;?ql'?z?"'“"'?ﬁ?"I”M'I'TK?""I”"IJ"W"l‘I”"I USRI MRS UL SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Oxalic acid, cyclohexylmeth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.21 20.16 ng 545083 Naphthalene-d8 9.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclohexvlmethvl de... 326 C19H3404 1000309-68-7 64
2 Sulfurous acid. cvclohexvimethvl... 430 C25H5003S 1000309-22-6 64
3 Sulfurous acid. cvclohexvimethvl... 388 C22H4403S 1000309-22-3 56
4 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 50
5 2H-Pyran-4-carboxylic acid, 3,4-... 170 C9H1403 038858-64-9 40
Abundance Scan 1483 (10.210 min): BF096182.D (-1477) (-) m/z 97.10 100.00%
97.1
5000
55.1
210.2 9.80 10.00 10.20 10.40 10.60
0 ,....,||...~|.|,.'.|.79,9.. L2 162 e M/Z 55.10  24.81%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165916: Oxalic acid, cyclohexylmethyl decyl ester
97.0
55.0
5000 RS SRR SRR B B
9.80 10.00 10.20 10.40 10.60
185.0 m/z 57.10 22 .23%
20 o) . o 0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
97.0
9.80 10.00 10,20 10.40 10.60
5000 m/z 41.10 14.01%
55.0
29.0 77.0 125.0 155.0 253.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #206604: Sulfurous acid, cyclohexylmethyl pentadecyl ester I o e e
97.0 9.80 10.00 10.20 10.40 10.60
m/z 69.10 12 .55%
5000
55.0
200 | | gL 127.0 155.0 2110
mz-> 20 40 60 8|0 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.86 13.47 ng 1096640 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 64
2 Oxalic acid. cvclohexvIimethvl do... 354 C21H3804 1000309-68-9 64
3 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 64
4 Cvcloheptane. bromo- 176 C7H13Br 002404-35-5 59
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 56
Abundance Scan 1594 (10.863 min): BF096182.D (-1587) (-) m/z 97.10 100.00%
97.1
5000
57.1
10.60 10.80 11.00 11.20
,,||, Al 12511451 A8L1 242 7T 57.10 0 27.40%
m/z--> 40 100 120 140 160 180 200 220
Abundance #6809. Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000 LN SN SRR SULRLN S
10,60 10.80 11.00 11.20
270 m/z 55.10 23.15%
gl 8 e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
97.0
55.0 10,60 10.80 11.00 11.20
5000 m/z 69.10 18.49%
213.0
29.0 79,0 124.0141.0 1680 188.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6756: 2-Pentene, 2,4,4- trlmethyl LI L L L B
55.0 97.0 10.60 10.80 11.00 11.20
' m/z 41.10 16.07%
5000
290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 wunknownll.21 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.21 11.87 ng 966357 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxv)methvll- 242 C15H3002 002461-18-9 38
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 38
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 38
4 17-Pentatriacontene 491 C35H70 006971-40-0 35
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 32
Abundance Scan 1653 (11.210 min): BF096182.D (-1649) (-) m/z 57.10 100.00%
57.1
5000
sa1 ThM 10,80 11100 1120 1140 11,60
0 154.2 1812 210.2 m/z 55.10 22.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57.0

10.80 11.00 11.20 11.40 11.60
m/z 113.10  20.54%

5000

29.0

111.0
140.0 166.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.10 17.72%
29.0 111.0

139.0 167.0 196.0 224.0 252.0 280.0

wﬁmﬁwﬁwﬁwﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)- A B o
57.0 83.0 10.80 11.00 11.20 11.40 11.60
m/z 69.10 16.69%

5000
29.0 111.0

139.0 168.0 196.0 223.0 252.0 280.0
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Heptane, 3-bromo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.44 19.44 ng 1583040 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-bromo- 178 C7H15Br 001974-05-6 50
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 42
3 Heptane. 2-i1odo- 226 C7H151 018589-29-2 38
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 28
5 2-Butanol, 3-(1,3,3-trimethylbut... 188 C11H2402 074810-44-9 28
Abundance Scan 1692 (11.439 min): BF096182.D (-1688) (-) m/z 57.10 100.00%
51.1
5000 99.1
39 . 11.20 11.40 11.60 11.80
ol 81,1 1251 15321731 m/z 99.10  40.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44347: Heptane, 3-bromo-
57.0
5000 LA UL UL U B
99.0 11.20 11.40 11.60 11.80
290 ' m/z 43.10 22 .13%
e b BLO | 110.0157.01540 1780
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
11120 11/40 1160 11.80
5000 m/z 41.10 21.96%
29.0 99.0
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83116: Heptane, 2-iodo- b RRREE EEE A
57.0 11.20 11.40 11.60 11.80
m/z 69.10 18.61%
5000 99.0
29.0
“ Ao, 810 | 127.0 1550 1330 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11:20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl11.50 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.50 13.60 ng 1107480 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.5.5-Tetramethvl-3-hexanone 156 C10H200 000868-91-7 35
2 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 32
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 27
4 Tetratetracontane 619 C44H90 007098-22-8 25
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 25
Abundance Scan 1702 (11.498 min): BF096182.D (-1698) (-) m/z 57.10 100.00%
57.1
5000 99.1
L], 1501 smas 1150 1140 1160 1180
O m/z 97.10 39.20%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28307: 2,2,5,5-Tetramethyl-3-hexanone
57.0
5000 L BRI B B S
99.0 nmnmnmnm
' m/z 99.10 36.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
57.0
M T e
11.20 11.40 11.60 11.80
5000 m/z 43.10 36.10%
99.0
141.0 238. O 505.0547.0
e e e e T e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #149369: Sulfurous acid, butyl dodecy! ester R R B
11.20 11.40 11.60 11.80
m/z 41.10 28.96%
5000

169.0 2210
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 20 11. 40 11. 60 11. 80

8270-BF060517.M Thu Jun 29 19:21:09 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Phenol, 2,4-bis(1,1-dimethy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.25 15.04 ng 1225090 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-bis(1l.1-dimethvlethvl)- 206 C14H220 000096-76-4 97
2 Phenol. 2.5-bis(l.1-dimethvlethvl)- 206 C14H220 005875-45-6 91
3 Pentanoic acid. 5-hvdroxv-. 2.4-... 306 C19H3003 166273-38-7 83
4 Pentanedioic acid. (2.4-di-t-but... 320 C19H2804 1000164-44-5 83
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 64
Abundance Scan 1830 (12.251 min): BF096182.D (-1825) (-) m/z 191.20 100.00%
194.2
5000
IIIII""I'"'I""I"''I""I""I""I""IIIIIIIIIIIIIIIIIIII TTTTprTTT - - 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66115: Phenol, 2,4-bis(1,1-dimethylethyl)-
191.0
5000 UL S BN SR
0 12.00 12.20 12.40 12.60
s7 m/z 192.15 13.67%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191.0
' 12.00 12.20 12.40 12.60
5000 m/z 163.10 6.05%
57.0
29.0 88.0 135.0 163.0
mmmwmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149820: Pentanoic acid, 5-hydroxy-, 2,4-di-t-butylphenyl ... ST TR R
191.0 12.00 12.20 12.40 12.60
m/z 57.10 5.90%
5000
57.0
29.0, 91.0 Bsom30 | ﬂozmozmo3%o
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 12,00 12.20 12,40 12.60

8270-BF060517.M Thu Jun 29 19:21:09 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2H-Pyran-2-one, 5,6-dihydro... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.00 16.99 ng 1383510 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 054814-64-1 59
2 lIsoxazole. 3.5-dimethvl- 97 C5H7NO 000300-87-8 59
3 1.2.4-Oxadiazol-5-amine. 3-(4-am... 264 C9H8N602S 1000351-26-9 56
4 2-Thiopheneacetic acid. 2-butvl ... 198 C10H1402S 1000278-92-0 56
5 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 53
Abundance Scan 1957 (12.998 min): BF096182.D (-1952) (-) m/z 97.10 100.00%
91.1
5000
57.1
12.60 12.80 13.00 13.20 13.40
266.3
ol ,l. llw d 25115321831 2202 205 3200 3620 n7o 5710 34.44%
m/z--> 50 100 150 200 250 300 350
Abundance #36406: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl-
680 0
5000 SR BN SRR SRR B
410 12:60 12,80 13.00 13.20 13.40
m/z 55.10 21.84%
| b ‘ . 139.0168.0
m/z--> 50 100 150 200 250 300 350
Abundance
97.0
12.60 12.80 13.00 13.20 13.40
5000 54.0 m/z 43.10 17.21%
27.0
m/z--> " 50 100 150 200 250 300 350
Abundance #114394: 1,2,4-Oxadiazol-5-amine, 3-(4-amino-1,2,5-oxadiaz... N e o
97.0 12.60 12.80 13.00 13.20 13.40
m/z 41.10 14 .85%
5000
53.0 138.0
JLy by ] 164.0 20502340 264.0
m/z--> 50 100 150 200 250 300 350 12:60 12,80 13.00 13.20 13.40

8270-BF060517.M Thu Jun 29 19:21:10 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Pregn-5-en-20-one, 3,8,11,1... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.10 17.35 ng 1412610 Acenaphthene-d10 12.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-5-en-20-one. 3.8.11.12.14-... 380 C21H3206 027828-84-8 90
2 Thiophene-2-acetic acid. 2.2.3.3... 324 C10H7F702S 1000330-95-9 27
3 2-Thiophenvlacetic acid. 2.4.6-t_... 320 C12H7CI1302S 1000325-72-0 20
4 N.N"-Bis(4.5-dihvdro-3-furovl)-m... 300 C16H16N204 1000243-32-6 14
5 2-Hexenoic acid, 2-hexenyl ester... 196 C12H2002 054845-28-2 14
Abundance Scan 1974 (13.098 min): BF096182.D (-1969) (-) m/z 43.10 100.00%
431
97.1 277.0
5000
152.1 1850 2290 395.2 12.80 13.00 13.20 13.40
m/z 97.10 68.31%
m/z--> 50 100 150 200 250 300 350
Abundance #202422: Pregn-5-en-20-one, 3,8,11,12,14-pentahydroxy-, (3...
43.0 97.0 |138.0
344.0
171.0
w000 2240 780 130 130 1340
274.0 311.0 m/z 277.00 62.71%
: hl\ ‘M ! ‘\ 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
97.0
. 1280 1300 13.20 1340
5000 ' m/z 366.10 43.98%
29.0 600 127.0 205.0237.0  295.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #160718: 2-Thiophenylacetic acid, 2,4,6-trichloropheny! ester R B
97.0 12.80 13.00 13.20 13.40
m/z 41.10 38.18%
5000
45.0 1820 167 0196.0 292.0322.0
m/z--> 50 100 150 2(')0 250 300 350 ' 12:80 13.00 13.20 13.40

8270-BF060517.M Thu Jun 29 19:21:11 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl14.08 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.08 34.50 ng 2154130 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3-tetradecvl ester 312 C20H4002 1000279-29-7 40
2 Hexanoic acid. 4-tridecvl ester 298 C19H3802 1000279-29-3 40
3 5-Amino-3-methvl-1.2.4-oxadiazole 99 C3H5N30 003663-39-6 38
4 4-Octen-3-ol. 2.2-dimethvl- 156 C10H200 053960-44-4 38
5 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 38
Abundance Scan 2141 (14.080 min): BF096182.D (-2136) (-) m/z 57.10 100.00%
57.1
99.1
5000
155.2 | 13.80 14.00 14.20 1440
ol 8. 123.1 184.2 210.2 235.3 263.2 n/z 99 10 71 66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154953: Hexanoic acid, 3-tetradecy! ester
99.0
43.0
5000 SR AR SN B B
71.0 13.80 14.00 14.20 14.40
m/z 41.10 20.56%
250 157.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99.0
R EERERE SRS R
43.0 13.80 14.00 14.20 14.40
5000 m/z 69.10 20.28%

o MM
1250 1540 1820 255.0

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

Abundance #3442: 5-Amino-3-methyl-1,2,4-oxadiazole N B EE
99.0 13.80 14.00 14.20 14.40
m/z 43.10 19.76%
5000 42.0
15.0 69.0
WWWWW LINLENLEN LI L L L L L LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40

8270-BF060517.M Thu Jun 29 19:21:13 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Malonic acid, di(2,4-dimeth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.13 12.57 ng 785062 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Malonic acid. di(2.4-dimethvlpen... 300 C17H3204 1000349-02-5 59
2 Heptane. 3-bromo- 178 C7H15Br 001974-05-6 53
3 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 50
4 Hexanoic acid. 3-tridecvl ester 298 C19H3802 1000279-29-2 42
5 Cyclohexanol, 1-ethyl-2,2-dimeth... 168 C11H200 054345-64-1 42
Abundance Scan 2149 (14.127 min): BF096182.D (-2147) (-) m/z 57.10 100.00%
57.1
99.1
5000
155.2 13.80 14.00 14.20 14.40
ol 125.1 184.1 214.3 249.2 280.2 mn/z 99 10 75 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #144702: Malonic acid, di(2,4-dimethylpent-3-yl) ester
99.0
57.0
5000 AU IR UL IR
13.80 14.00 14.20 14.40
m/z 41.10 21.93%
2 e 200 00 2020 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
13:80 14.00 14.20 14.40
5000 m/z 43.10 19.45%
99.0
29.0
137.0  178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #177154: Hexanoic acid, 4-hexadecy! ester R B B
99.0 13.80 14.00 14.20 14.40
m/z 69.10 18.71%
43.0
5000
71.0
\‘ \‘M Jmt T 25.0 171.0 197.0 2240
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40

8270-BF060517.M Thu Jun 29 19:21:13 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Sulfurous acid, butyl decyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.19 11.25 ng 702366 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 72
2 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 53
3 Decane. l-iodo- 268 C10H211 002050-77-3 53
4 Sulfurous acid. isohexvl pentvl ... 236 C11H2403S 1000309-14-0 47
5 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 47
Abundance Scan 2160 (14.192 min): BF096182.D (-2155) (-) m/z 57.10 100.00%
57.1
85.1
5000
13.80 14.00 14.20 14.40 14.60
0 ,....;...-.,.u"‘.-. | 208.2230.2251.2 280.3 n/z  85.10 80_.93%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125656: Sulfurous acid, butyl decy! ester
57.0
5000 85.0 R UM BRI BRI B
13.80 14.00 14.20 14.40 14.60
29.0 m/z 71.10 44 _60%
\‘ \‘\ ‘\ ) 112 0 141 0 193 0
miz-> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance
57.0
13.80 14.00 14.20 14.40 14.60
0
5000 85.0 m/z 43.10 42.83%
29.0 106.0 140.0 183.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116706: Decane, 1-iodo- B B E e
57.0 13.80 14.00 14.20 14.40 14.60
m/z 69.10 32.21%
85.0
5000
29.0
155.0
\‘ . | 1270 \ 183.0 268.0
mz-> 20 Jo éo 85 100 150 150 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40 14.60

8270-BF060517.M Thu Jun 29 19:21:14 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl4.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.69 20.00 ng 1248730 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide. bis(1.1.3.3-tetrameth... 290 C16H34S2 029956-99-8 43
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 35
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 32
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 25
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 25
Abundance Scan 2245 (14.692 min): BF096182.D (-2240) (-) m/z 57.10 100.00%
57.1
5000 113.1
' 14.40 14.60 14.80 15.00
ol L jse | 142116022010 23330603 2043 m/z 113.10  38.47%
m/z--> 50 100 150 200 250 300 350
Abundance #136138: Disulfide, bis(1,1,3,3-tetramethylbutyl)
57.0
5000 LRI SR S SUMBULE UL

14.40 14.60 14,80 15.00
m/z 111.10 17.27%

113.0
290M M 84.0, | 163.0 290.0
e e T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 R REREEmEm s
14.40 14.60 14.80 15.00
5000 m/z 41.10 15.40%
29.0 125.0
154.0182.0210.0 2559 356.0
—u i
miz--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo- AR EEREE L
57.0 14.40 14.60 14.80 15.00
m/z 69.10 13.33%
s000{ 280
‘ 113.0
N M 184.0 J‘ 1490 1920
e e M SN
miz--> 50 100 150 200 250 300 350 1440 14'60 14.80 15.00

8270-BF060517.M Thu Jun 29 19:21:15 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Benzene, (1-methyldodecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.28 25.97 ng 1621510 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 91
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 72
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 72
4 Benzene. (1-methvldecvl)- 232 C17H28 004536-88-3 53
5 3-Benzoyl-4-benzyl-2-t-butyl-4-m. .. 351 C22H25N03 1000193-73-3 40
Abundance Scan 2345 (15.280 min): BF096182.D (-2341) (-) m/z 105.10 100.00%
106.1
5000
11 791 260.3 15.00 15.20 15.40 15.60
Ob e et e e T 1752 20312243 208 Lo T106790 13 54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000 L B UL UL S
15.00 15.20 15.40 15.60
m/z 91.10 9.91%
430 790, | 1330 166.0 189.0 2210 260.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 2éo
Abundance
105.0
15,00 15.20 15.40 15.60
5000 m/z 104.10 4._73%
55.0 77.0 127.0147.0 175.0 204.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75972: Benzene, (1-methylnonyl)-
105.0 15.00 15.20 15.40 15.60
m/z 79.10 3.65%
5000
16.0 41.0 79.0 | 1330 161.0 189.0 21§0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60

8270-BF060517.M Thu Jun 29 19:21:16 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 2-Thiopheneacetic acid, 2-b... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.36 17.89 ng 1116950 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 2-butvl ... 198 C10H1402S 1000278-92-0 64
2 1H-Pvrazole. 5-ethvl-4.5-dihvdro... 126 C7H14N2 021981-22-6 64
3 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 054814-64-1 64
4 2-Thiopnhenvlacetic acid. 2-fluor... 236 C12H9F02S 1000325-71-6 59
5 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 53
Abundance Scan 2359 (15.362 min): BF096182.D (-2355) (-) m/z 97.10 100.00%

97.1

%

5000 57.1
15.00 15.20 15.40 15.60
137.1161.1 322.4
ob e db b e J 187161 2032 23522603 2013 3224 T ET 16T 39 gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59189: 2-Thiopheneacetic acid, 2-butyl ester
97.0
5000 LA L L L L L B
57.0 15.00 15.20 15.40 15.60
29.0 m/z 55.10 15.85%
I U W . .
1k | \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
97.0
R e
15.00 15.20 15.40 15.60
5000 m/z 111.10 15.12%
56.0
28.0

126.0

é

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

Abundance #36406: 2H-Pyran-2-one, 5,6-dihydro-6-pentyl- R AR maEE
68.0 97.0 15.00 15.20 15.40 15.60
' m/z 99.10 14 .55%
T w/\/vm
122.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 00 15 20 15. 40 15 60

8270-BF060517.M Thu Jun 29 19:21:17 2017

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl6.20 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.20 24 .28 ng 1515650 Phenanthrene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propvithiazole 127 C6HONS 017626-75-4 43
2 5-Amino-3-methvl-1.2.4-oxadiazole 99 C3H5N30 003663-39-6 43
3 Hexanoic acid. 3-tetradecvl ester 312 C20H4002 1000279-29-7 40
4 Hexanoic acid. 5-tridecvl ester 298 C19H3802 1000279-29-4 40
5 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15CI02 1000299-36-1 40
Abundance Scan 2501 (16.198 min): BF096182.D (-2497) (-) m/z 57.10 100.00%
57.1 99.1
5000
155.2 0 16800 16 90 1840 18 A0
15.80 16.00 16.20 16.40 16.60
ol 127.1 183.2 211.2  252.3 281.2 m/z 99.10 86 46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11786: 2-Propylthiazole
58.0 99.0
s000{ 27- U AU
15.80 16.00 16.20 16.40 16.60
126.0 m/z 69.10 21.94%
'“W'“W“'I””I””I”“I”“P'”P”'P”W'”W”"””I””P'”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99.0
15.80 16.00 16.20 16.40 16.60
5000 42.0 m/z 43.10 20.51%
15.0 69.0
Wmmwmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154953: Hexanoic acid, 3-tetradecy! ester e o
430 99.0 15.80 16.00 16.20 16.40 16.60
' m/z 111.10 20.31%
5000
71.0
250 157.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062417\
Data File : BF096182.D

Aca On 24 Jun 2017 10:44

Operator : SJ/MA

Sample : 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl6.67 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.67 20.00 ng 882181 Chrysene-di12 18.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. 2-propenvl-. ... 172 C8H1204 040637-56-7 38
2 .beta.-D-Fructopvranose. 2.3:4.5... 368 C17H30B207 1000156-76-8 32
3 Disulfide. bis(1l.1.3.3-tetrameth... 290 C16H34S2 029956-99-8 28
4 3.6.6-Trimethvlundecane-2.5.10-t... 240 C14H2403 1000190-97-6 25
5 Acetamide, N-(4-fluorophenyl)-2-_._. 251 C13H18FN30 1000267-87-7 25
Abundance Scan 2581 (16.668 min): BF096182.D (-2577) (-) m/z 57.10 100.00%
57.1
113.1
5000
| gad | 141.21692 2032 2412 2843 3162 16.40 16.60 1680 17.00 _
Obrrrprrrr el b A e e e e m/z 113.10 55.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #40164: Propanedioic acid, 2-propenyl-, dimethyl ester
81.0 113.0
41.0
5000 LR BULILL UL IR B
16,40 16.60 16.80 17.00
m/z 111.10 22 .47%
‘ 140.0
I\l‘\” \UM‘I\ rtkerd l”: ||“| 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
113.0
16,40 16.60 16.80 17.00
5000 43.0 m/z 97.10 20.66%
85.0 225.0
169.0
141.0 195.0 258.0
mﬂmﬁmﬁwﬁw@wwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #136138: Disulfide, bis(1,1,3,3-tetramethyloutyl) AR EEEEE RS
57.0 16.40 16.60 16.80 17.00
m/z 69.10 18.93%
5000
113.0
290\ 830, | 163.0 290.0
m/z--> i4b&&n®ﬁm%mmmmmmmmmwmmﬁo' 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062417\
Data File : BF096182.D

Acq On 24 Jun 2017 10:44

Operator : SJ/MA

Sample - 13867-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.58 602.5 ng 11403000 1 7.26 378544 20.0
-alpha.-Methylsty... 6.82 8.7 ng 163951 1 7.26 378544 20.0
Oxalic acid, cycl... 10.21 20.2 ng 545083 2 9.29 540821 20.0
Cyclohexane, 1,3-... 10.86 13.5 ng 1096640 3 12.12 1628630 20.0
unknownll.21 11.21 11.9 ng 966357 3 12.12 1628630 20.0
Heptane, 3-bromo- 11.44 19.4 ng 1583040 3 12.12 1628630 20.0
unknownl11.50 11.50 13.6 ng 1107480 3 12.12 1628630 20.0
Phenol, 2,4-bis(1... 12.25 15.0 ng 1225090 3 12.12 1628630 20.0
2H-Pyran-2-one, 5... 13.00 17.0 ng 1383510 3 12.12 1628630 20.0
Pregn-5-en-20-one... 13.10 17.4 ng 1412610 3 12.12 1628630 20.0
unknownl14 .08 14.08 34.5 ng 2154130 4 14.53 1248730 20.0
Malonic acid, di(... 14.13 12.6 ng 785062 4 14.53 1248730 20.0
Sulfurous acid, b... 14.19 11.3 ng 702366 4 14.53 1248730 20.0
unknownl14 .69 14.69 20.0 ng 1248730 4 14.53 1248730 20.0
Benzene, (1-methy... 15.28 26.0 ng 1621510 4 14.53 1248730 20.0
2-Thiopheneacetic... 15.36 17.9 ng 1116950 4 14.53 1248730 20.0
unknown16.20 16.20 24_.3 ng 1515650 4 14.53 1248730 20.0
unknownl16.67 16.67 20.0 ng 882181 5 18.28 882181 20.0
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