LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.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 5.463 571 574 592 rBV 412446 575858 16.76% 1.827%
2 5.763 622 625 640 rBV 241019 270393 7.87% 0.858%
3 6.487 745 748 754 rBV 254018 435773 12.69% 1.383%
4 6.563 759 761 764 rVvV 116967 115689 3.37% 0.367%
5 6.598 764 767 775 rVV 1334637 1378733 40.14% 4_.374%
6 6.651 775 776 785 rVB3 25285 36698 1.07% 0.116%
7 6.810 800 803 812 rBV 467151 466226 13.57% 1.479%
8 6.881 812 815 826 rVB 40502 46124 1.34% 0.146%
9 6.969 826 830 852 rBVY 3018080 3435043 100.00% 10.898%
10 7.239 869 876 883 rBV 71128 103294 3.01% 0.328%

11 7.386 896 901 918 rVvB 1373215 1585322 46.15% 5.030%
12 7.522 919 924 930 rBV 75356 89603 2.61% 0.284%
13 7.622 937 941 953 rBV2 97596 176212 5.13% 0.559%
14 7.763 960 965 969 rBvV 96114 121481 3.54% 0.385%
15 7.833 974 977 980 rVB 99298 79058 2.30% 0.251%

16 7.869 980 983 990 rBV3 96803 147009 4.28% 0.466%
17 8.004 1001 1006 1008 rBV2 101485 134317 3.91% 0.426%
18 8.033 1008 1011 1013 rVVv 129564 123442 3.59% 0.392%
19 8.098 1017 1022 1023 rBvV 571832 561805 16.36% 1.782%
20 8.116 1023 1025 1029 rVB 689065 642474 18.70% 2.038%

21 8.222 1040 1043 1048 rBvV 56874 58337 1.70% 0.185%
22 8.269 1048 1051 1056 rBV 76598 111289 3.24% 0.353%
23 8.475 1083 1086 1091 rBV5 21376 36119 1.05% 0.115%
24 8.839 1144 1148 1152 rBV2 50419 65785 1.92% 0.209%

25 9.039 1178 1182 1189 rVB 129030 137345 4._00% 0.436%

26 9.169 1198 1204 1207 rBV 3546451 3138995 91.38% 9.959%
27 9.280 1218 1223 1227 rVB 207230 204947 5.97% 0.650%
28 9.563 1268 1271 1274 rBV 153163 130587 3.80% 0.414%
29 9.598 1274 1277 1280 rVB 110181 87756 2.55% 0.278%
30 9.733 1295 1300 1305 rBV2 32364 50090 1.46% 0.159%

31 9.845 1310 1319 1329 rVB2 707535 791706 23.05% 2.512%
32 10.145 1365 1370 1379 rVvVv 811035 1253272 36.48% 3.976%
33 10.239 1383 1386 1388 rVvVv 88055 88293 2.57% 0.280%
34 10.257 1388 1389 1395 rVvV 73488 63809 1.86% 0.202%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.345 1399 1404 1407 rVB 328572 274062 7.98% 0.870%

36 10.427 1415 1418 1424 rBV3 58787 87676 2.55% 0.278%
37 10.645 1451 1455 1465 rBV 1384994 1357820 39.53% 4 _.308%
38 11.063 1523 1526 1534 rBV 22228 39853 1.16% 0.126%

39 11.133 1534 1538 1541 rVB 1380659 1085830 31.61% 3.445%
40 11.339 1569 1573 1581 rBV 856540 814086 23.70% 2.583%

41 11.486 1595 1598 1606 rVB 141094 118900 3.46% 0.377%
42 11.563 1607 1611 1615 rBV2 31532 44260 1.29% 0.140%
43 11.663 1625 1628 1639 rBVY 275440 359767 10.47% 1.141%
44 11.780 1643 1648 1656 rBV2 98875 175809 5.12% 0.558%
45 11.863 1659 1662 1668 rBV2 172110 208380 6.07% 0.661%

46 11.939 1671 1675 1685 rBVY 731716 831608 24.21% 2.638%

47 12.027 1685 1690 1695 rBV4 56259 68368 1.99% 0.217%
48 12.074 1695 1698 1702 rBVY 292686 302863 8.82% 0.961%
49 12.157 1709 1712 1718 rVB2 34341 42518 1.24% 0.135%

50 12.304 1733 1737 1745 rBV 428617 501859 14.61% 1.592%

51 12.421 1752 1757 1760 rBV 2662389 2220082 64.63% 7.044%
52 12.557 1776 1780 1790 rVB3 32482 55580 1.62% 0.176%
53 12.639 1790 1794 1803 rBV3 50248 70765 2.06% 0.225%
54 12.710 1803 1806 1810 rVB 223907 184245 5.36% 0.585%
55 12.916 1836 1841 1844 rBV 2834452 2487969 72.43% 7.894%

56 13.751 1979 1983 1986 rBV 56237 64938 1.89% 0.206%
57 13.792 1986 1990 1998 rVB2 137916 189192 5.51% 0.600%
58 13.915 2008 2011 2016 rBV 90241 81611 2.38% 0.259%

59 13.980 2018 2022 2028 rVV 462424 473213 13.78% 1.501%
60 14.039 2028 2032 2036 rVvVv 996947 827529 24.09% 2.625%

61 14.104 2040 2043 2048 rVB 34069 36138 1.05% 0.115%
62 14.410 2091 2095 2098 rBV 69714 66260 1.93% 0.210%
63 14.704 2142 2145 2150 rVB 71836 78170 2.28% 0.248%
64 15.033 2198 2201 2205 rVB 72662 76710 2.23% 0.243%
65 15.404 2260 2264 2267 rVV 57225 67445 1.96% 0.214%

66 15.451 2267 2272 2282 rVB2 241584 368086 10.72% 1.168%
67 15.586 2290 2295 2300 rBV 294058 386433 11.25% 1.226%

68 15.821 2330 2335 2341 rVB 50720 75422 2.20% 0.239%
69 16.309 2412 2418 2422 rBV3 27774 44526 1.30% 0.141%
70 17.356 2589 2596 2600 rVB7 17024 35734 1.04% 0.113%

71 18.133 2713 2728 2739 rBV5 46247 244317 7.11% 0.775%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 18.250 2739 2748 2758 rVB2 116906 328162 9.55% 1.041%

Sum of corrected areas: 31519070
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\

- BF112672.D

- 22 Feb 2019 18:50

- JU/SJ

- K1570-04

- 11 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1 Ethanol, 2-butoxy- Concentration Rank 11

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

5.76 11.60 ng 270393 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 42
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 28
4 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 23
5 n-Butyl ether 130 C8H180 000142-96-1 17

Abundance Scan 624 (5.757 min): BF112672.D (-622) (-) m/z 57.10 100.00%
57
5000 45
39 & 540 5.60 5.80 6.00
75
..,....,....,....',:'!..,..'.!,‘??..,:.'..,...L,...???...,....,... m/z 45.10  46.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8820: Ethanol, 2-butoxy-
57
5000 29 45 LR N AU AN
540 5.60 5.80 6.00
. 87 m/z 41.05 46 .36%
15 | sl esea® | 100 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8872: Ethylene glycol monoisobutyl ether
57
45 LR R U A
540 5.60 5.80 6.00
5000 m/z 87.10 19.06%
75
‘ ‘ 87
) .| 51 ||, 63 69 | 100
mz-> 10 2'0 5w & a0 7 8 % 10 116 1
Abundance #4469: 3,3—Dimethy|butane—2—0| TTT T T T TS llll|llll|l
45 57 540 560 580 6.00
m/z 39.10 10.08%
5000 69 o
29
\‘ 3\9\‘\ 51 | . 81 ‘ 192
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 2 unknown6.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.60 59.14ng 1378730  1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 767 (6.598 min): BF112672.D (-764) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 : : : : :
[ L Weus | m/z 68.10 37.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NP SRR SRR
6.20 6.40 6.60 6.80 7.00
31 78 m/z 133.95 32.97%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 4 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.05 25.39%
33 44 o 105
---‘-.--‘-ﬁq--‘--f)----‘.-‘-?l-S.-- S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.11%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Bicyclo[2.2.1]heptan-2-0l, ... Concentration Rank 17

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

7.62 6.27 ng 176212 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-ol. 1.3.3... 154 C10H180 001632-73-1 74
2 Fenchol. exo- 154 C10H180 022627-95-8 58
3 Trifluoroacetvl-_alpha.-fenchol 250 C12H17F302 031076-73-0 43
4 Bi-2-cvclohexen-1-vl 162 C12H18 001541-20-4 43
5 Cyclohexene, 3-(1-methylethyl)- 124 C9H16 003983-08-2 38

Abundance Scan 941 (7.622 min): BF112672.D (-937) (-) m/z 81.10 100.00%

5000

7.20 7.40 7.60 7.80 8.00
m/z 80.10 51.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26860: Bicyclo[2.2.1]heptan-2-ol, 1,3,3-trimethy!l-

5000
7.20 7.40 7.60 7.80 8.00

m/z 41.05 37 .34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #26656: Fenchol, exo-
1
43
7.20 7.40 7.60 7.80 8.00
5000 m/z 43.05 34.43%
6
Blwwow
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101945: Trifluoroacetyl-.alpha.-fenchol
1 7.20 7.40 7.60 7.80 8.00
m/z 69.05 26.00%
5000 a1
67
122
27 5 # 107 1
4 || "7 153168 207 235 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80 8.00

8270-BF012519.M Tue Mar 05 16:34:30 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Silane, ethyldimethyl- Concentration Rank 18

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

7.87 5.23 ng 147009 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. ethvldimethvl- 88 C4H12Si 000758-21-4 59
2 Silane. trimethvl- 74 C3H10Si 000993-07-7 53

1-(1-Methoxvpropan-2-vloxv)propa... 190 C9H1804 1000367-08-6 42
4 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 38
5 Silane, diethyldimethyl- 116 C6H16Si 000756-81-0 38
Abundance Scan 983 (7.869 min): BF112672.D (-980) (-) m/z 59.10 100.00%
59
5000 43
73
85 101 130 7.60 7.80 8.00 8.20
..,....,....,....',|!.|..,..'.'!!'....,!...,.:l.-.,....,'..1.98.1.1.5.,....i....,. m/z 43.00 48.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1998: Silane, ethyldimethyl-
50
45 7.60 7.80 8.00 8.20
[ m/z 73.10 30.27%
15 3 |l 52 |66
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #800: Silane, trimethyl-
509
73 7.60 7.80 8.00 8.20
5000 m/z 60.10 21.42%
43
21 31 | 52/l 66 |
IS S0 A S e ey
Abundance #53550: 1-(1-Methoxypropan-2-yloxy)propan-2-yl acetate
50 7.60 7.80 8.00 8.20
m/z 41.10 18.97%
5000
43
73
15 29 N | \‘ 87 1(\)1 119 130
m/z--> 10 20 30 40 50 eb 70 80 90 100 110 120 1§o ' 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 19

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

9.28 5.18 ng 204947 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 64
3 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 59
4 Benzene. 1l-(bromomethvl)-4-fluoro- 188 C7H6BrF 000459-46-1 43
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 43

Abundance Scan 1223 (9.280 min): BF112672.D (-1218) (-) m/z 43.10 100.00%

48 109
5000 Bl

69
123 900 9.00 9.40 9.60
...,....,|'..-'.',.".|..--,'.|..ﬁ§,.'.":~.,'...-1.3,7..!.,.1??.,....,...., m/z 109.10 81.17%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000

9.00 9.20 9.40 9.60

57 69 85 m/z 151.10 51.53%
123 169
a5 2 ol B | e
m/z--> 20 40 O 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109
R
9.00 9.20 9.40 9.60
5000 151 m/z 41.05 23.06%
43
80
15 27 54 65 | 91 ‘ 122 135 ‘
L L B e e L RmE B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline e
109 9.00 9.20 9.40 9.60

m/z 69.10 16.79%

5000
151

15 27 41 53 65 M 92 | 122 136

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Benzenebutanoic acid, 2,5-d... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.15 31.66 ng 1253270 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenebutanoic acid. 2.5-dimethyl- 192 C12H1602 001453-06-1 64
2 Benzene. l1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 46
3 o-Cvmene 134 C10H14 000527-84-4 46
4 p-Cvmene 134 C10H14 000099-87-6 46
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 46
Abundance Scan 1371 (10.151 min): BF112672.D (-1365) (-) m/z 119.10 100.00%
119
5000 132
_— 192 550 1000 1020 1040
39 65 105 - : : :
o 2 s s amr | i35 10 42,670
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54441: Benzenebutanoic acid, 2,5-dimethyl-
19 130

J‘\
LA LI L L L B I

9.80 10.00 10.20 10.40
m/z 91.10 22.21%

5000

145 159 175

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
9.80 10.00 10.20 10.40
5000 m/z 117.05 21.22%
134
91
15 27 s 65T o3
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: 0-Cymene .,....,....,....,....,j.\
119 9.80 10.00 10.20 10.40
m/z 192.10 16.35%
5000
134
91
27 s T | 108
IIIIIIIIIIIIII‘IIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl11.13 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.13 26.68 ng 1085830 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.1"-Imethvlenebis(... 212 C13H2402 001453-21-0 32

2 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 22
3 1-Ethvl-2-(4-methvipentvlcvclop... 182 C13H26 219726-60-0 22
4 1-Azabicvclol3.1.0Thexane 83 C5HON 000285-76-7 18
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 18
Abundance Scan 1537 (11.127 min): BF112672.D (-1534) (-) m/z 55.05 100.00%
5000
129
10.80 11.00 11.20 11.40
| 144155167 181 200 | nso0 41.05  53.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71113: Cyclohexane, 1,1'-[methylenebis(oxy)]bis-
41
83
5000 o7 100 10.80 11.00 11.20 11.40
113 m/z 83.10 43.61%
SN N N N |- .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10662: Cyclohexane, 2-propenyl-
56
83 AU UL UL
10.80 11.00 11.20 11.40
5000 41 m/z 82.05 38.04%
67
27
S M..“i‘:..gie, o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47300: 1-Ethyl-2-(4-methylpentyl)cyclopentane B R
55 83 10.80 11.00 11.20 11.40
41 m/z 101.05 36.17%
70
5000
27
1ﬁ. \H\ HM m“\ 9\7 112
mz-> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40

8270-BF012519.M Tue Mar 05 16:34:33 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownll.66 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.66 8.84 ng 359767 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazole. 1-vinvl-3.5-dimethvl- 122 C7H10N2 015967-75-6 27
2 2-Pvridinamine. 4.6-dimethvl- 122 C7H10NZ2 005407-87-4 25
3 3.5-Heptanedione. 4-bromo-2.2.6.... 262 C11H19Br02 039516-78-4 22
4 Borazine., 2.4.6-trimethvl- 123 C3H12B3N3 005314-85-2 14
5 Propane-1,2,3-triol, 1-(4-aminop... 183 C9H13NO3 1000303-72-4 14
Abundance Scan 1628 (11.663 min): BF112672.D (-1625) (-) m/z 122.10 100.00%
57 122
41 93
5000
; 107 140 R
165 LN IULRRN BN UL L
183 11.40 11.60 11.80 12.00
m/z 127.10 85.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9871: Pyrazole, 1-vinyl-3,5-dimethyl-
122
80
5000 28 95 11.40 11.60 11.80 12.00
42 m/z 57.10 83.64%
66
3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9846: 2-Pyridinamine, 4,6-dimethyl-
122
11.40 11.60 11.80 12.00
5000 94 m/z 93.05 64 .73%
15 39 %3 66 80 ‘107 |
m/z--> 25 40 éo 85 100 150 140 160 180 200 220 240 260
Abundance #111882: 3,5-Heptanedione, 4-bromo-2,2,6,6-tetramethy!-
57 11.40 11.60 11.80 12.00
m/z 41.10 62.77%
5000
a1 85 127
99
21 M |7 ‘ " 113 | 141 163'[8 249 264
|||||||||||||||||||||||||||||||||||||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—!
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF012519.M Tue Mar 05 16:34:33 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.86 5.12 ng 208380 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 1662 (11.863 min): BF112672.D (-1659) (-) m/z 73.05 100.00%
73
a3 o
5000 129
97 213 S e e e e B S
15 | 43727171185, 007" 007 256 11,60 11.80 12.00 12.20
m/z 43.10 81.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L U SR SULE U

11. 60 11. 80 12. OO 12. 20

m/z 41.05 81.39%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43
11.60 11.80 12.00 12.20
5000 - 129 m/z 60.00 74 .68%
115 171
214
‘ | T } ‘ 143157 ‘ 185
...,.z..‘,“ A P Y Y A A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 70.94%
5000 129
29
199
143157171185 242
15 | J
R R S EAR R R AREEREEE R

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

8270-BF012519.M Tue Mar 05 16:34:34 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownll.94 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 20.43 ng 831608 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-methvlbenzoic acid 154 C8H7F02 033184-16-6 30
2 Formic acid. (4-fluorophenvl)met... 154 C8H7F02 1000368-72-9 30
3 1H-Pvrazole-4-carboxvlic acid. 3... 127 C4H5N302 041680-34-6 30
4 1H-Pvrrole-2-carboxaldehyde. 1-m... 109 C6H7NO 001192-58-1 14
5 (4-Fluorophenyl) methanol, ethyl... 154 C9H11FO 1000374-63-4 14
Abundance Scan 1675 (11.939 min): BF112672.D (-1671) (-) m/z 57.10 100.00%
5000
11.60 11.80 12.00 12.20
m/z 109.10 85.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27567: 5-Fluoro-2-methylbenzoic acid
108
136 154
5000
83 11.60 11.80 12.00 12.20
57 m/z 127.10 74.03%
39 68 95
18 123
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27578: Formic acid, (4-fluorophenyl)methy! ester
109
11.60 11.80 12.00 12.20
5000 154 m/z 41.10 73.09%
97 125
29 44 5\7\ ?O\ h‘ | H | | !
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #11704: 1H-Pyrazole-4-carboxylic acid, 3-amino-
109 . 11.60 11.80 12.00 12.20
m/z 108.10 73 .04%
5000
52
4 | 68 8o |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF012519.M Tue Mar 05 16:34:34 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl1l2.07 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.07 7.44 ng 302863 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hexvl 2-isopropox... 384 C23H2805 1000309-83-3 38
2 Phthalic acid. hexvl 3-methvlphe... 340 C21H2404 1000315-36-9 38
3 Phthalic acid. hexvl phenvl ester 326 C20H2204 1000314-87-2 38
4 Phthalic acid. hept-3-vl propvl ... 306 C18H2604 1000356-98-5 35
5 Phthalic acid, isohexyl tridec-2... 428 C27H4004 1000315-44-4 35
Abundance Scan 1697 (12.069 min): BF112672.D (-1695) (-) m/z 149.10 100.00%
149
5000
11.80 12.00 12.20 12.40
m/z 57.10 66.24%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #204461: Phthalic acid, hexyl 2-isopropoxypheny! ester
149
5000
11.80 12.00 12.20 12.40
m/z 85.00 42 .82%
43 110 233
27 | 57 .8 " 13 196 | 283
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #176951: Phthalic acid, hexyl 3-methylphenyl ester
149
11.80 12.00 12.20 12.40
5000 m/z 41.10 28.35%
233
20 57 76 01 1B | 165 L4
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165980: Phthalic acid, hexyl phenyl ester
149 11.80 12.00 12.20 12.40
m/z 146.10 27 .54%
5000
233
20857 76 % 1| ‘
mz-> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40

8270-BF012519.M Tue Mar 05 16:34:35 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Todomatuic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.30 12.33 ng 501859 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Todomatuic acid 252 C15H2403 017844-07-4 72
2 5H-Pvrrolo(3.2-d)pvrimidin-4-amine 134 C6H6N4 002227-98-7 35
3 p-Hvdroxvamphetamine acetate 193 C11H15N02 096750-10-6 27
4 2-Benzoxazolamine 134 C7H6N20 004570-41-6 27
5 BH-Furo[2,3-c]pyran-3-carbonitri... 192 C10H12N202 136178-59-1 22
Abundance Scan 1736 (12.298 min): BF112672.D (-1733) (-) m/z 134.10 100.00%
57
152
5000 4l 79 107

A
LN e B B L O

12.00 12.20 12.40 12.60
m/z 57.10 71.38%

91
12

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

Abundance #103934: Todomatuic acid
134
152
5000 57
a1 107 234 12.00 12.20 12.40 12.60
85 m/z 152.10 57.49%
69 177 206
12 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15143: 5H-Pyrrolo(3,2-d)pyrimidin-4-amine
13
VNUSOUSISRES [N SEUSINR
12.00 12.20 12.40 12.60
5000 107 m/z 41.10 52.10%
0
2638 5 67 o2 |19
R e e o N A RREEE N RS R s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55267: p-Hydroxyamphetamine acetate
134 12.00 12.20 12.40 12.60
m/z 107.10 49_11%
5000 107
7
53
T h‘%l | 119 ‘\ 150 176 193

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

8270-BF012519.M Tue Mar 05 16:34:36 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1-Penten-3-ol, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.42 54 .54 ng 2220080 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 64
2 4-Heptanone. 3-methvl- 128 C8H160 015726-15-5 50
3 Acrolein.dimethvl acetal 102 C5H1002 006044-68-4 50
4 Methvlamine. N-(l-methvlhexvlide... 127 C8H17N 022058-71-5 43
5 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 40
Abundance Scan 1757 (12.421 min): BF112672.D (-1752) (-) m/z 71.10 100.00%
7
5000 55
43
190 16120 143 150170 180 217228 12.20 12.40 12.60 12.80
m/z 73.05 51.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3899: 1-Penten-3-ol, 2-methyl-
!
5000 R SN IR SUMLRN I
12:20 12.40 12.60 12.80
‘ 85 m/z 55.05 49.48%
| 100
w.UtJﬁHJJ'JW.,.”.,..”,...W........ I
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #12546: 4-Heptanone, 3-methyl-
57 71
43
12:20 12.40 12.60 12.80
5000 m/z 43.10 29.32%
‘ 85 128
100
,‘,H,‘,:m,, B —
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #4288: Acrolein,dimethyl acetal Ao REAnsERsEs sy )
a1 7 12.20 12.40 12.60 12.80
m/z 41.10 26.91%
5000
\Huw
m/z--> 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80

8270-BF012519.M Tue Mar 05 16:34:36 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butyl citrate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.71 7.79 ng 184245 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. butvl 2.4-dimethvip... 300 C17H3204 1000349-77-7 56
3 Adipic acid. 2-ethvlcvclohexvl i1... 312 C18H3204 1000324-22-5 56
4 Adipic acid. 3.3-dimethvlbut-2-v... 286 C16H3004 1000353-66-7 56
5 Adipic acid, 4-heptyl isobutyl e... 300 C17H3204 1000349-73-6 50
Abundance Scan 1806 (12.710 min): BF112672.D (-1803) (-) m/z 185.10 100.00%
129 185
5000
41 I L W S
J | co 87 111 147 203 259 12.40 12.60 12.80 13.00
R e m/z 129.00 85.41%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 IR BN SR
12.40 12.60 12.80 13.00
41 259 m/z 41.10 24 .70%
| g7 M1 157
A s T LT ) e | o  se
m/z--> 50 100 150 200 250 300 350
Abundance #144708: Adipic acid, butyl 2,4-dimethylpent-3-yl ester
129 185
12.40 12.60 12.80 13.00
5000 m/z 57.05 24_70%
111
57
2o, | Tl |1 | o
m/z--> 50 100 150 200 250 300 350
Abundance #154620: Adipic acid, 2-ethylcyclohexyl isobutyl ester BB A AR e s
129 12.40 12.60 12.80 13.00
m/z 111.00 13.22%
5000 185
81 111
203
T O
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl3.79 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.79 8.00 ng 189192 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.4-dimethvl-2-ph... 178 C11H1402 004359-30-2 43
2 Ethanone. 2-(2-methvlpropoxv)-1.... 268 C18H2002 022499-12-3 43
3 Benzenepropanamide. .alpha.-(ben... 284 C16H16N203 058690-81-6 37
4 1-Propanol. 2-T2-(benzovloxv)pro... 342 C20H2205 020109-39-1 37
5 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 35
Abundance Scan 1990 (13.792 min): BF112672.D (-1986) (-) m/z 105.00 100.00%
105
163
5000 57
4 83
125139 207 1340 13.60 13.80 14.00 14.20
..-.L, it 3 29 281 sz 163.05  75.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43843: 1,3-Dioxolane, 2,4-dimethyl-2-phenyl-
105 163
43
5000
13.40 13.60 13.80 14.00 14.20
7 133 m/z 57.10 46.62%
27 57 147
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117548: Ethanone, 2-(2-methylpropoxy)-1,2-diphenyl-
105 L}
163 L SN B SR
77 1340 13.60 13.80 14.00 14.20
5000 57 m/z 43.10 44 .61%
2y ‘ | 119 139 | | 195
m/z--> 20 Jo éo 85 160 120 140 160 180 200 220 240 260 280
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-4-hydr... B B o e
105 13.40 13.60 13.80 14.00 14.20
163 m/z 83.05 35.79%
5000 77
122
27 L ) ‘ 147 | 178 220 240 267 284
m/z--> 20 40 60 80 100 120 150 160 1éo 200 220 240 260 2éo 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Silane, ethenyldiethylmethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.04 34.97 ng 827529 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. ethenvldiethvlmethvl- 128 C7H16Si 018292-29-0 64
2 Acrolein.dimethvl acetal 102 C5H1002 006044-68-4 50
3 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 50
4 1-Penten-3-ol. 2-methvl- 100 C6H120 002088-07-5 42
5 Pantolactone 130 C6H1003 000599-04-2 40
Abundance Scan 2032 (14.039 min): BF112672.D (-2028) (-) m/z 71.05 100.00%
!
5000 55
| 8 100 " 13.80 14.00 14,20 14.40
129 143 : . . .
— ,||. - !', L 11612925155 170 189 215 23 | s g5 05 43.97%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #12398: Silane, ethenyldiethylmethyl-
! 99
5000 L UL UL I S
13.80 14.00 14.20 14.40
45 m/z 73.10 43.34%
[ 4% | mw
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance #4288: Acrolein,dimethyl acetal
41 n
' 13.80 14.00 14.20 14.40
5000 m/z 43.05 23.59%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #1739: 3-Methoxybut-1-ene N L e
7 13.80 14.00 14.20 14.40
a1 m/z 41.10 18.64%
5000 55 g6
29
B B R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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

Concentration Rank 6

Peak Number 18 3-Methoxybut-1-ene

R.T. EstConc Area Relative to ISTD R.T.
15.59 21.00 ng 386433 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 50
2 Acrolein.dimethvl acetal 102 C5H1002 006044-68-4 47
3 Pantolactone 130 C6H1003 000599-04-2 47
4 4-Heptanone. 3-methvl- 128 C8H160 015726-15-5 42
5 Oxirane, 2,2"-[1,4-butanediylbis... 202 C10H1804 002425-79-8 36

Abundance Scan 2296 (15.592 min): BF112672.D (-2290) (-) m/z 71.05 100.00%
!
5000 J
P 100 143 15.20 15.40 15.60 15.80 16.00
—_— J‘-, AL | 1247i0163 189 215 283 855 o tTga 0 39 44%
m/z--> 50 100 150 200 250 300 350
Abundance #1739: 3-Methoxybut-1-ene
7
41
5000 LRSI DU SRR S I
15.20 15.40 15.60 15.80 16.00
m/z 55.10 37.29%
&
m/z--> 50 100 150 200 250 300 350
Abundance #4288: Acrolein,dimethyl acetal
41 L
15.20 15.40 15.60 15.80 16.00
5000 m/z 43.10 19.60%
B T
m/z--> 50 100 150 200 250 300 350
Abundance #13222: Pantolactone e e AR AR RERE
7 15.20 15.40 15.60 15.80 16.00
m/z 85.05 15.11%
5000
43
}g‘MLLNJ'h"' |1;%1?0' UL UL UL UL B DAL UV SN SR I
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Acetaldehyde, propylhydrazone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
'18.13 13.28 ng 244317  Perylene-di2 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 58
2 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 49

1000330-58-3 40
1000357-85-4 40

nonvl tetrahvdrofu... 326 C18H3005
neopentvl 2-pentv... 202 C11H2203

3 Fumaric acid.
4 Carbonic acid.

5 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 40
Abundance Scan 2728 (18.133 min): BF112672.D (-2713) (-) m/z 71.10 100.00%
n
5000
55
100 LI L L L L L LB LB |
85 143
4 128 207 17.80 18.00 18.20 18.40
175191 282
,,"Jf', '.,~.|-'...!....,.!..,'.'... i et m/z 73.10  39.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3640: Acetaldehyde, propylhydrazone
n
30
5000 LA L L L L B LB LB |
100 17.80 18.00 18.20 18.40
m/z 55.05 33.16%
458 | 8
I o B e R e o e e SRR L R RA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4123: 2-Furanmethanamine, tetrahydro-
71
30 R R EEREEEEE RS R SR
17.80 18.00 18.20 18.40
5000 m/z 100.00 17.43%
58
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165761: Fumaric acid, nonyl tetrahydrofurfuryl ester LB e o e e
71 17.80 18.00 18.20 18.40
m/z 43.10 13.90%
5000
43 226
29 | 57 \ 100 117 139153 184 201
o e e e e e ”...”...”,”.w.. T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022219\
Data File : BF112672.D

Aca On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl18.25 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.25 17.83 ng 328162 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxvbut-1-ene 86 C5H100 017351-24-5 47
2 Oxalic acid. neopentvl nonvl ester 286 C16H3004 1000309-73-3 47
3 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 47
4 Acetaldehvde. propvlhvdrazone 100 C5H12N2 007422-88-0 42
5 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 38

Abundance Scan 2748 (18.250 min): BF112672.D (-2739) (-) m/z 71.05 100.00%
!
5000 - /\/\‘
4 85 100 143 18,00 18.20 18.40 18:60
129 : : : :
SN ~.,.|'...-!..1.1.‘?....,....16.1... w27 1282 Thz7 55.10  36.74%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1739: 3-Methoxybut-1-ene
7
41
5000 55 LN SRR BN UL
86 mmmmmmmm
27 m/z 73.05 36.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132701: Oxalic acid, neopentyl nonyl ester
7
4s 18,00 18.20 18.40 18.60
5000 57 m/z 100.05  19.82%
85
20 ) L] 102 126 145 171 271
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #4123: 2-Furanmethanamine, tetrahydro- R
7 18.00 18.20 18.40 18.60
20 m/z 43.05 17 .59%
5000
58
e ‘,551?1,, N —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022219\
Data File : BF112672.D

Acq On : 22 Feb 2019 18:50

Operator : JU/SJ

Sample : K1570-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
Ethanol, 2-butoxy- 5.76 11.6 ng 270393 1 6.82 466226 20.0
unknown6 .60 6.60 59.1 ng 1378730 1 6.82 466226 20.0
Bicyclo[2.2.1]hep. .. 7.62 6.3 ng 176212 2 8.10 561805 20.0
Silane, ethyldime... 7.87 5.2 ng 147009 2 8.10 561805 20.0
2,4,7,9-Tetrameth. .. 9.28 5.2 ng 204947 3 9.85 791706 20.0
Benzenebutanoic a... 10.15 31.7 ng 1253270 3 9.85 791706 20.0
unknown11.13 11.13 26.7 ng 1085830 4 11.34 814086 20.0
unknownll.66 11.66 8.8 ng 359767 4 11.34 814086 20.0
n-Hexadecanoic acid 11.86 5.1 ng 208380 4 11.34 814086 20.0
unknownll.94 11.94 20.4 ng 831608 4 11.34 814086 20.0
unknownl12 .07 12.07 7.4 ng 302863 4 11.34 814086 20.0
Todomatuic acid 12.30 12.3 ng 501859 4 11.34 814086 20.0
1-Penten-3-ol, 2-_... 12.42 54.5 ng 2220080 4 11.34 814086 20.0
Butyl citrate 12.71 7.8 ng 184245 5 13.98 473213 20.0
unknownl13.79 13.79 8.0 ng 189192 5 13.98 473213 20.0
Silane, ethenyldi... 14.04 35.0 ng 827529 5 13.98 473213 20.0
3-Methoxybut-1-ene 15.59 21.0 ng 386433 6 15.45 368086 20.0
Acetaldehyde, pro... 18.13 13.3 ng 244317 6 15.45 368086 20.0
unknown18.25 18.25 17.8 ng 328162 6 15.45 368086 20.0
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