LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 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-BF010719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.199 13 19 29 rvB 380964 530037 10.05% 0.508%
2 2.687 96 102 108 rBV 238523 386329 7.33% 0.370%
3 3.357 211 216 226 rBV 96337 190606 3.61% 0.183%
4 3.981 313 322 325 rBV 118762 186316 3.53% 0.179%
5 4.016 325 328 340 rVB 171015 313101 5.94% 0.300%
6 4_.551 414 419 424 rBV 310157 372007 7.06% 0.357%
7 5.116 511 515 519 rBV2 241423 514109 9.75% 0.493%
8 5.528 582 585 588 rBY 1523563 1488695 28.23% 1.427%
9 5.722 604 618 619 rBV 916477 2462670 46.70% 2.361%
10 5.745 619 622 623 rVV2 357955 414444 7.86% 0.397%

11 5.787 627 629 631 rVB 659265 456004 8.65% 0.437%
12 5.898 639 648 652 rBvY 529372 1416798 26.87% 1.359%
13 5.987 661 663 665 rvB 604876 422803 8.02% 0.405%
14 6.181 688 696 699 rBV 1064855 1125681 21.35% 1.079%
15 6.551 753 759 764 rBV2 1149876 1678982 31.84% 1.610%

16 6.675 775 780 784 rBV 2948535 3595776 68.19% 3.448%
17 6.728 787 789 791 rBV2 254457 251379 4.77% 0.241%
18 6.828 803 806 808 rBv2 872104 935167 17.74% 0.897%
19 6.892 814 817 821 rBV2 1189146 1384165 26.25% 1.327%
20 6.969 828 830 834 rVB2 4149686 5272863 100.00% 5.056%

21 7.051 840 844 848 rBV3 3575133 4048978 76.79% 3.882%
22 7.092 848 851 854 rVB 305144 307659 5.83% 0.295%
23 7.151 856 861 867 rvB3 659259 1051198 19.94% 1.008%
24 7.216 867 872 876 rBv4 202410 329888 6.26% 0.316%
25 7.310 880 888 891 rBV 2234772 2805510 53.21% 2.690%

26 7.410 891 905 907 rvv 923324 2766370 52.46% 2.653%
27 7.451 907 912 915 rVvVv 2283101 2303911 43.69% 2.209%
28 7.498 915 920 925 rVvB2 146201 220647 4.18% 0.212%
29 7.639 937 944 946 rBV2 576364 939377 17.82% 0.901%
30 7.734 950 960 961 rvB 1313039 3163976 60.00% 3.034%

31 7.769 964 966 967 rBV 323366 191366 3.63% 0.183%
32 7.792 967 970 973 rVB3 214153 295974 5.61% 0.284%
33 7.834 973 977 983 rVB 1859894 2466664 46.78% 2.365%
34 7.957 992 998 999 rBV 2141496 2877608 54.57% 2.759%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 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 :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.975 999 1001 1004 rvB2 1231895 984949 18.68% 0.944%

36 8.016 1004 1008 1009 rBV 755239 849449 16.11% 0.815%
37 8.034 1009 1011 1013 rBV2 460829 429575 8.15% 0.412%
38 8.104 1020 1023 1025 rBV 1034846 1229660 23.32% 1.179%
39 8.210 1039 1041 1043 rVvB 2208737 1431753 27.15% 1.373%
40 8.281 1044 1053 1054 rBV2 1198377 1891579 35.87% 1.814%

41 8.310 1055 1058 1061 rvVv2 2403966 2989288 56.69% 2.866%
42 8.345 1061 1064 1068 rVvB 1283911 1223128 23.20% 1.173%
43 8.381 1068 1070 1072 rVB 314912 230779 4._.38% 0.221%
44 8.416 1072 1076 1079 rBV 1206816 1081153 20.50% 1.037%
45 8.451 1079 1082 1086 rVB 689135 704729 13.37% 0.676%

46 8.498 1086 1090 1092 rBV 657228 751049 14.24% 0.720%
47 8.539 1092 1097 1100 rvv2 3714102 4281399 81.20% 4_.105%
48 8.575 1100 1103 1104 rVvV2 577446 596382 11.31% 0.572%
49 8.604 1104 1108 1112 rVvV2 570205 979763 18.58% 0.939%
50 8.639 1112 1114 1119 rVV3 1127798 1504872 28.54% 1.443%

51 8.698 1119 1124 1125 rVV 360325 461291 8.75% 0.442%
52 8.710 1125 1126 1129 rVB2 304455 192675 3.65% 0.185%
53 8.751 1129 1133 1135 rBV 772151 965365 18.31% 0.926%
54 8.775 1135 1137 1139 rVB 1051585 729640 13.84% 0.700%
55 8.845 1143 1149 1150 rBV5 363018 573953 10.89% 0.550%

56 8.863 1150 1152 1154 rVvV3 607985 489735 9.29% 0.470%
57 8.916 1158 1161 1163 rVvV2 265235 296136 5.62% 0.284%
58 8.939 1163 1165 1171 rVB2 1606458 1644132 31.18% 1.577%
59 8.986 1171 1173 1178 rVB3 333185 339652 6.44% 0.326%
60 9.033 1178 1181 1183 rBV 427391 413953 7.85% 0.397%

61 9.057 1183 1185 1186 rVV 912493 875789 16.61% 0.840%
62 9.069 1186 1187 1194 rVB 1678901 1526571 28.95% 1.464%
63 9.128 1194 1197 1199 rBV 1004562 909888 17.26% 0.872%
64 9.163 1199 1203 1207 rVB3 863772 1149583 21.80% 1.102%
65 9.204 1207 1210 1213 rBV 410300 394398 7.48% 0.378%

66 9.251 1213 1218 1221 rBV 4473221 4488850 85.13% 4 _.304%
67 9.310 1225 1228 1230 rBV2 332725 339039 6.43% 0.325%
68 9.339 1230 1233 1237 rVV 802134 1014431 19.24% 0.973%
69 9.416 1241 1246 1250 rBvV2 396880 406765 7.71% 0.390%
70 9.463 1250 1254 1257 rVB4 132810 170975 3.24% 0.164%

71 9.504 1257 1261 1264 rBV2 577671 828680 15.72% 0.795%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\

Data File : BF111881.D

Aca On 7 Jan 2019 17:26 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1053-04 Al
Misc : COMP-2-DRUM
ALS Vial : 5 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 :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 9.533 1264 1266 1268 rVVv2 586413 570462 10.82% 0.547%
73 9.557 1268 1270 1274 rVV2 407605 450127 8.54% 0.432%
74 9.604 1274 1278 1281 rVB2 166654 227212 4_.31% 0.218%
75 9.639 1281 1284 1287 rBv3 101902 179227 3.40% 0.172%

76 9.675 1287 1290 1293 rVV3 796366 978028 18.55% 0.938%
77 9.704 1293 1295 1299 rVvV2 484133 761975 14.45% 0.731%
78 9.745 1299 1302 1306 rVvVv3 475080 778335 14.76% 0.746%
79 9.792 1309 1310 1313 rVV 407742 322277 6.11% 0.309%
80 9.839 1316 1318 1319 rVvVv 228784 181115 3.43% 0.174%

81 9.857 1319 1321 1326 rVV3 224680 220579 4.18% 0.212%
82 9.928 1330 1333 1336 rVvB2 1256202 1126466 21.36% 1.080%
83 9.992 1340 1344 1347 rBV2 158458 264937 5.02% 0.254%
84 10.069 1354 1357 1360 rBV2 215666 280214 5.31% 0.269%
85 10.098 1360 1362 1367 rVB5 211632 265961 5.04% 0.255%

86 10.357 1401 1406 1409 rVB3 190161 306022 5.80% 0.293%
87 10.463 1421 1424 1431 rVB3 367753 472980 8.97% 0.454%
88 10.722 1464 1468 1471 rBV 2649054 2334871 44.28% 2.239%
89 11.004 1511 1516 1520 rVV 430663 517649 9.82% 0.496%
90 11.198 1546 1549 1552 rVB 219321 192744 3.66% 0.185%

91 11.416 1582 1586 1591 rVB 1039131 971072 18.42% 0.931%
92 11.939 1672 1675 1678 rBV 391584 337023 6.39% 0.323%
93 12.380 1747 1750 1757 rBV3 144034 196486 3.73% 0.188%
94 12.674 1798 1800 1804 rBV 268447 223539 4.24% 0.214%
95 12.727 1805 1809 1811 rVVv 281303 269054 5.10% 0.258%

96 12.998 1851 1855 1858 rVB 3256238 2960754 56.15% 2.839%
97 13.868 2001 2003 2010 rBV5 97673 170849 3.24% 0.164%
98 14.051 2030 2034 2040 rVB 1036484 879381 16.68% 0.843%
99 14.863 2169 2172 2176 rVB 286740 279409 5.30% 0.268%
100 15.533 2281 2286 2295 rVB 793375 1032680 19.58% 0.990%

Sum of corrected areas: 104289494
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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\BF010719\

BF111881.D

7 Jan 2019 17:26

JussJ

K1053-04

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Butanoic acid, 3-methyl- Concentration Rank 6

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

5.72 35.58 ng 2462670 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 90
2 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 39
3 Pentanoic acid 102 C5H1002 000109-52-4 36
4 1-Pentanamine 87 C5H13N 000110-58-7 9
5 Formic acid hydrazide 60 CH4N20 000624-84-0 9

Abundance Scan 618 (5.722 min): BF111881.D (-604) (-) m/z 60.00 100.00%
60.0
5000 43.1
8.1 5.40 5.60 5.80 6.00
69.0 104.1 : - - :
...,....,....,...:i....,..-:'."....',..7.55',1...|.,....,.:..,.. m/z 43.10 45.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4286: Butanoic acid, 3-methyl-
60.0
5000 41.0 5.40 5.60 5.80 6.00
210 870 m/z 41.05 41.86%
.|I|| |.| | 5:I"O|..|| 69.0 78.0 | 100.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1947: 1,2-Hydrazinedicarboxaldehyde
32.0
60.0 88.0 540 560 5.80 6.00
5000 18.0 ' m/z 45.00 26 .45%
44.0
"w"M'w'“'l"'|WL'|'“'”'“T%?'“|"'w'"'w"'l“
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4248: Pentanoic acid
60.0 540 560 5.80 6.00
m/z 39.10 21.55%
5000 73.0
29.0 41.0
15.0 Ll 31500, |, ‘ 870  101.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Ethanol, 2-butoxy- Concentration Rank 10

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

5.90 20.47 ng 1416800 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 53
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 40
3 3-Ethvl-5-hexen-3-ol 128 C8H160 001907-46-6 38
4 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 37
5 Butoxyacetic acid 132 C6H1203 002516-93-0 25

Abundance Scan 648 (5.898 min): BF111881.D (-639) (-) m/z 57.10 100.00%
54.1
5000 411
87.1
73.0
5.60 5.80 6.00 6.20
..,....,....,....',!':‘..,..'!:,....,.|.'..,....,...19?.1..1.1?.9..,.... m/z 41.10 47.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57.0
5000
45.0 5.60 5.80 6.00 6.20
29.0 87.0 m/z 45.00 46.68%
18|'O |.| | N 30 | 100 0 118.0
mz> 1 % B 4 % 0 T 8 9 100 110 140
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
45.0
5.60 5.80 6.00 6.20
5000 m/z 60.00 34 .85%
29.0 75.0
87.0
18.0 \“ “‘ ‘ | 100.0
> 10 % % 4 B 6 o 8 8 16 1o 130
Abundance #12489: 3-Ethyl-5-hexen-3-ol
57.0 5.60 5.80 6.00 6.20
m/z 87.10 18.07%
45.0 87.0
5000
29.0
69.0
150 |, \‘ ¥ 90 1100
m/z--> 10 20 30 40 50 6|O 7'0 8|0 9'0 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexylene glycol Concentration Rank 16

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

6.18 16.27 ng 1125680 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvlene alvcol 118 C6H1402 000107-41-5 90
2 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 72
3 N.N-Dimethvlformamide-di-t-butvl... 203 C11H25N02 036805-97-7 45
4 dl-Ervthro-0-methvlthreonine 133 C5H11NO3 1000214-70-7 45
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 40

Abundance Scan 696 (6.181 min): BF111881.D (-688) (-) m/z 59.10 100.00%
59.1
43.0
5000
| 130 7T 1031 136.0 580 6.00 6.20 6.40 6.60
'W”“P”W“”P”W”lﬂ”ﬁ””Plﬁ“”PMW””'”W””P”W””P”' m/z 43.00 70.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8816: Hexylene glycol
54.0
43.0
5000
5.80 6.00 6.20 6.40 6.60
85.0 m/z 56.05 26.52%
15.0 290 M 720 | 1@%50
m/z--> 10 20 35 45 55 60 70 80 90 100 110 120 130 140 150 160
Abundance #3910: Oxetane, 2,2,4-trimethyl-
54.0
43.0
5.80 6.00 6.20 6.40 6.60
5000 m/z 41.05 24 .32%
85.0
"I“"P??“"”WLJ”I'“MI”"P"W'j”I'Eq?f{'v"W"“I'“'I“"P"W"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #63209: N,N-Dimethylformamide-di-t-butylacetal
59.0 5.80 6.00 6.20 6.40 6.60
m/z 45.05 21.50%
41.0
5000 73.0
15.0 28F
| Il M “‘\‘ | 87.0 103.0116.0 159.0
m/z--> 10 20 30 4'0 50 6|0 70 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

6.97 76.19 ng 5272860 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 56
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 45
5 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 43

Abundance Scan 830 (6.969 min): BF111881.D (-828) (-) m/z 57.10 100.00%
57.1
5000 M1
70.1 SRS SRR SRR SRR
|| | 87'1 981 1901 6.60 6.80 7.00 7.20 7.40
1 e L — m/z 41.10 39.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 6.60 6.80 7.00 7.20 7.40
29.0 ‘ 70.0 83.0 m/z 43.10 29.39%
98.0
“l'}ﬁﬁ'JJﬂ"h!'“l'l’|“"L“"VL'w"Jl'“%}ﬁgw"“l'“'l“"v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #50341: 1-lsobutoxy-2-ethylhexane
57.0
42.0 6.60 6.80 7.00 7.20 7.40
5000 m/z 55.10 27 .95%
29.0
71.0
\‘ \‘ I, %S eso M20 1950 1430
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19191: Octane, 2,3-dimethyl-
57.0 6.60 6.80 7.00 7.20 7.40
m/z 56.10 19.75%
5000 410 98.0
29.0 70.0
wo | | sso | 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexanoic acid, 2-ethyl- Concentration Rank 4

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

7.73 44 _20 ng 3163980 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
3 1.4-Dioxane 88 C4H802 000123-91-1 37
4 Pentanoic acid. 2.4-dimethvl-. m... 144 C8H1602 071672-33-8 37
5 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 28

Abundance Scan 959 (7.728 min): BF111881.D (-950) (-) m/z 73.00 100.00%
73.0
5000 41.1
to1.1 7.40 7.60 7.80 8.00
o e w2 88.10  80.03%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 41.0 7.40 7.60 7.80 8.00
101.0 m/z 41.10 41.70%
b e
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
430 88.0
7.40 7.60 7.80 8.00
5000 m/z 57.10 35.45Y%
n \‘\ ‘ ;l \‘115.0142.0 173.0 214.0242.0272.0 313.0 355.0
m/z--> 50 100 150 200 250 300 350
Abundance #2011: 1,4-Dioxane
28.0 7.40 7.60 7.80 8.00
m/z 55.10 27 .84%
5000
sgo 880
ILI""I"''I""I""I""I"''II
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown8.10 Concentration Rank 14

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

8.10 17.18 ng 1229660 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 47
2 Di-sec-butvl ether 130 C8H180 006863-58-7 43
3 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 43
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 38
5 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 38

Abundance Scan 1022 (8.098 min): BF111881.D (-1020) (-) m/z 57.10 100.00%
451 57.1
5000 73.0
87.0 101.1
115.1 7.80 8.00 8.20 8.40
...,....,....h.".':.,.-:h.",':...','::|- b 1200 121 090 . 620
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
45.0 57.0
5000
29.0 7.80 8.00 8.20 8.40
75.0 870 m/z 41.10 56 .44%
|| | | ||||||| |||| ! || 100.0 115.0 13201440
m/z--> 20 35 45 50 60 70 80 90 100 110 120 130 140 150
Abundance #13658: Di-sec-butyl ether
48.0
57.0 7.80 8.00 8.20 8.40
5000 m/z 60.00 46.41%
29.0 ‘ ‘ w0 101.0
"'w'ﬂjﬁ"”vt'w'”lH'"z%p“|”L'|'“'|“"}%§2"'w"“l'“'l'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #275: Hydrazine, ethyl-
48.0 7.80 8.00 8.20 8.40

m/z 73.00 38.25%

5000 60.0
31.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown8.28 Concentration Rank 8

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

8.28 26.42 ng 1891580 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-. 1.1-dioxide 120 C4H802S 000126-33-0 30
2 2-Butene. (2)- 56 C4H8 000590-18-1 18
3 1-Butene 56 C4H8 000106-98-9 14
4 2-Butene. (E)- 56 C4H8 000624-64-6 14
5 Cyclobutane 56 C4H8 000287-23-0 14

Abundance Scan 1053 (8.281 min): BF111881.D (-1044) (-) m/z 41.10 100.00%
41.1
56.1
5000
8.00 8.20 8.40 8.60
134.0147.9 163.1 n/z 5610 60 26%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #9214: Thiophene, tetrahydro-, 1,1-dioxide
410 564
5000
27/0 120.0 8.00 8.20 8.40 8.60
m/z 55.10 58.88%
i 76.0 90.0
mz-> 0 20 40 60 80 100 120 140 160
Abundance #181: 2-Butene, (2)-
41.0
56.0 8.00 8.20 8.40 8.60
5000 m/z 73.00 34 .55%
27.0 ‘
'|'}?9|""|'"'|""|""|""|""|""|"'
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #177: 1-Butene
41.0 8.00 8.20 8.40 8.60
m/z 39.10 25.51%
5000 56.0
27.0
'|'4%q|""|'"'|""|""|""|""|""|"' U U A R IR
m/z--> 0 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF010719.M Tue Jan 08 07:44:10 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown8.31 Concentration Rank 5

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

8.31 41.76 ng 2989290 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-. 1.l1-dioxide 120 C4H802S 000126-33-0 38
2 Oxazirane. 2-(dimethvlethvl)-3-m... 131 C6H13NO0O2 103202-91-1 35
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 27
4 4-Penten-2-ol. 3-methvl- 100 C6H120 001569-59-1 27
5 Oxetane, 2,3,4-trimethyl-, (2.al... 100 C6H120 032347-12-9 27

Abundance Scan 1058 (8.310 min): BF111881.D (-1055) (-) m/z 41.10 100.00%
41.1
56.1

5000

120.0 136.1
8.00 8.20 8.40 8.60

m/z 56.10 75.67%

152.0

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9211: Thiophene, tetrahydro-, 1,1-dioxide
41.0 56.0
28.0

5000
8.00 8.20 8.40 8.60

m/z 55.10 68.11%

78.0 92.0

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13912: Oxazirane, 2-(dimethylethyl)-3-methoxy-
41.0 550
8.00 8.20 8.40 8.60
5000 m/z 107 .05 56.97%
76.0 100.0
116.0129.0
T e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #188: 1-Propene, 2-methyl-
41.0 8.00 8.20 8.40 8.60
m/z 39.10 29.39%
5000 56.0
28.0
20 150 ]| ‘
e e e e e e e R e S AREARRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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, 4-(1-methylethyl)- Concentration Rank 15

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

8.35 17.09 ng 1223130 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1-methvlethvl)- 136 C9H120 000099-89-8 91
2 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 87
3 Phenol. 3-(1-methvlethvI)- 136 C9H120 000618-45-1 87
4 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 86
5 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 83

Abundance Scan 1065 (8.351 min): BF111881.D (-1061) (-) m/z 121.10 100.00%
124.1
5000 196.1
56.1 77.0 911
39.1 | | 107.1 8.00 8.20 8.40 8.60
e e e e e e e b || M/ 136.10  37.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16450: Phenol, 4-(1-methylethyl)-
124.0
5000
136.0 8.00 8.20 8.40 8.60

77.0 m/z 91.10 18.12%
39.0 510 65.0 91.0 103.0

15.0 27.0 L.y L | ! n s
B R R L e RARANEERAREasa nnassnas s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16439: Phenol, 2-ethyl-5-methyl-
121.0
8.00 8.20 8.40 8.60
5000 m/z 56.10 17.60%
136.0
77.0 89.0
Spmo e | .o
IIIIIIIIIIIIIIIIII‘IIIIII‘IIIII‘IIIIIIIIIIIIIII‘IIIIIII‘IIII‘IIIIIIIIII‘I‘IIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16452: Phenol, 3-(1-methylethyl)-
121.0 8.00 8.20 8.40 8.60
m/z 77.00 17.36%
5000
136.0
77.0 91.0
moso o | | 10|
1 | !
B R L N ER RS Bn s s e s e s e ]
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phenol, 4-ethyl-3-methyl- Concentration Rank 19

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

8.42 15.10 ng 1081150 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-ethvl-3-methvl- 136 C9H120 001123-94-0 95
2 Phenol. 2-ethvl-5-methvl- 136 C9H120 001687-61-2 91
3 Phenol. 2-(1-methvlethvI)- 136 C9H120 000088-69-7 91
4 Phenol. 3-ethvl-5-methvl- 136 C9H120 000698-71-5 90
5 Benzene, l-ethyl-4-methoxy- 136 C9H120 001515-95-3 87

Abundance Scan 1077 (8.422 min): BF111881.D (-1072) (-) m/z 121.05 100.00%
12f.1
5000
136.1
77.1 910
39.0 510 651 '| | 1071 1479 8.00 8.20 8.40 8.60 8.80
|““l““r“ﬁ'“w“'w““l“”w“w*“w““|““J“W'WWH“i““v' m/z 136.10 31.12%
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16430: Phenol, 4-ethyl-3-methyl-
121.0
5000
136.0 8.00 8.20 8.40 8.60 8.80
770 910 : m/z 91.05 15.28%
H0 510 650 | | 1030 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16432: Phenol, 2-ethyl-5-methyl-
121.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 77.10 13.13%
136.0
27.0 390 ¢ ¢ 77.0 910
P'”I”JW'”jP'””M'Wéi?P'AI'”'A"W}R?ﬁ'”lt'ﬁ'””P'”l”'W"
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16445: Phenol, 2-(1-methylethyl)-
121.0 8.00 8.20 8.40 8.60 8.80
m/z 122.05 8.88%
5000 136.0
770 103.0
miz-> 10 20 3'0 4'0 5'0 6|O 7'0 80 90 100 11'0 120 130 140 150 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown8.54 Concentration Rank 2

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

8.54 59.81 ng 4281400 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-propvl- 136 C9H120 000644-35-9 49
2 Phenol. 2-ethvl-4-methvl- 136 C9H120 003855-26-3 47
3 Phenol. 2.3.5-trimethvl- 136 C9H120 000697-82-5 47
4 Phenol. 4-propvl- 136 C9H120 000645-56-7 46
5 Phenol, 3,4,5-trimethyl- 136 C9H120 000527-54-8 46

Abundance Scan 1097 (8.539 min): BF111881.D (-1092) (-) m/z 107.10 100.00%
107.1 121.1

5000 771

39.1
53.0 011 8.20 8.40 8.60 8.80

m/z 121.05 91.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #16377: Phenol, 2-propyl-
107.0
5000
8.20 8.40 8.60 8.80
77.0 136.0 m/z 136.10 59.02%
510 || o10
T T T T R T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16433: Phenol, 2-ethyl-4-methyl-
121.0
8.20 8.40 8.60 8.80
5000 136.0 m/z 77.10 36.58%
77.0 91.0 107.0
27.0 510 640 | L L !
T T T e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16409: Phenol, 2,3,5-trimethyl-
121.0 136.0 8.20 8.40 8.60 8.80
m/z 108.10 30.69%
5000
91.0
39.0 77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Benzoic acid, 3-methyl- Concentration Rank 9

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

8.64 21.02 ng 1504870 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl- 136 C8H802 000099-04-7 91
2 Benzeneacetic acid 136 C8H802 000103-82-2 86
3 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 76
4 Phenol. 2.3.6-trimethvl- 136 C9H120 002416-94-6 76
5 2,4-Dimethylanisole 136 C9H120 006738-23-4 74

Abundance Scan 1114 (8.639 min): BF111881.D (-1112) (-) m/z 91.10 100.00%
91.1 121.1 136.1
5000
391 ., B0 771
| o || | | 1031 1501 8.40 8.60 8.80 9.00
S PUSY N OO AP W1 N S O 1 m/z 136.10 99.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16289: Benzoic acid, 3-methyl-
91.0
136.0
5000
119.0 8.40 8.60 8.80 9.00
29. 65.0 m/z 121.10 92 .48%
150 270 | 510 | 77.0 ” 107.0
mzs 15 % 3 40 B b 70 8 b 150 110 130 130 140 180 |
Abundance #16277: Benzeneacetic acid
91.0
8.40 8.60 8.80 9.00
5000 m/z 119.10 31.95%
650 136.0
270 339510 | 770 || 10501180
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16407: Phenol, 2,4,6-trimethyl-
121.0 136.0 8.40 8.60 8.80 9.00
m/z 65.00 23.13%
5000
91.0
2M)MO%0%0 M Ml%O B
1| L1 | ! [N
m/z--> 10 20 30 40 5'0 60 7'0 80 90 100 110 12'0 130 140 150 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown9.06 Concentration Rank 18

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

9.06 15.55 ng 875789 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pvridinamine. N.N-dimethvl- 122 C7H10NZ2 001122-58-3 46
2 1.3-Benzodioxole 122 C7H602 000274-09-9 43
3 Phenol. 4-(l1l-methvipropvl)- 150 C10H140 000099-71-8 43
4 Phenol. 2-(1l-methvlpropvl)- 150 C10H140 000089-72-5 38
5 2-Methyl-6-propylphenol 150 C10H140 003520-52-3 35

Abundance Scan 1186 (9.063 min): BF111881.D (-1183) (-) m/z 133.10 100.00%
138.1
5000
1491 176.0 8.80 9.00 9.20 9.40
o} e e m/z 134.05 62.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9855: 4-Pyridinamine, N,N-dimethyl-
121.0
5000
8.80 9.00 9.20 9.40
510 8.0 m/z 77.10 15.13%
14,0 28.0 1050 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9889: 1,3-Benzodioxole
121.0
" '880 9.00 920 940
5000 m/z 105.10 15.06%
63.0
38\\.0 M‘\\ 77.0 92.0 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23739: Phenol, 4-(1-methylpropyl)-
121.0 8.80 9.00 9.20 9.40
m/z 51.00 12.38%
5000
770 107.0 150.0
180 30  e3o | 07 | 135.0
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1H-Inden-5-ol, 2,3-dihydro- Concentration Rank 7

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

9.07 27.10 ng 1526570 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-5-0l. 2.3-dihvdro- 134 C9H100 001470-94-6 87
2 Benzaldehvde. 2.4-dimethvl- 134 C9H100 015764-16-6 72
3 1H-Inden-1-o0l. 2.3-dihvdro- 134 C9H100 006351-10-6 64
4 Oxalamide. N-(2-hvdroxvethvl)-N"... 278 C14H18N204 1000304-26-2 50
5 Propionitrile, 3-[(isochroman-1-... 216 C13H16N20 1000302-78-5 50

Abundance Scan 1187 (9.069 min): BF111881.D (-1186) (-) m/z 133.10 100.00%
138.1
5000
105.1
5.0 7l 8.80 9.00 9.20 9.40
91.1 : : : :
37, Mo M 1471 1711 0 sz 134.10 65.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15313: 1H-Inden-5-ol, 2,3-dihydro-
138.0
5000
8.80 9.00 9.20 9.40
770 105.0 m/z 105.10 18.50%
51.0 : :
e |2|7.|0| - Al VT '|'II I9|1|I0I |'.|'. Illflr%'(?lu: L R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15311: Benzaldehyde, 2,4-dimethyl-
105.0 138.0
8.80 9.00 9.20 9.40
5000 m/z 77.10 13.97%
o 91.0
39.0 -
63.0
.1.4'.0| .‘. : "I : .“l‘. |“"' T .“. : I‘HI .1?-9|'9. .‘. e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro- i a e T S
138.0 8.80 9.00 9.20 9.40
m/z 51.00 12._.47%
5000
115.0
so U
o | L I I | I
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown9.13 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
" 9.13 16.15ng 009888  Acenaphthene-d1i0 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 p-cresot 108 c7H8O 000106-44-5 41

-Acetvl-1-phenvlhvdrazine

-Aminoacetanilide

1p
2 2
3 2.4-Cvcloheptadien-1-one.
4 2
5P

150 C8H10N20

2.6.6-... 150 C10H140

150 C8H10N20

000114-83-0 38
000503-93-5 25
034801-09-7 25

yridine, 2,4-dimethyl- 107 C7HON 000108-47-4 20
Abundance Scan 1197 (9.128 min): BF111881.D (-1194) (-) m/z 107.10 100.00%
L 133.1
5000
8.80 9.00 9.20 9.40
0 m/z 133.05 81.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5367: p-Cresol
107.0
5000
770 8.80 9.00 9.20 9.40
: m/z 108.10 73.87%
51.0
27.'0 | dd I m 95‘]'0 ll_l
L B L B A o L e e o o o B I L A e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24307: 2-Acetyl-1-phenylhydrazine
108.0
8.80 9.00 9.20 9.40
5000 m/z 91.05 48 .73%
770 150.0
43.0 92.0
020 | 100 b b
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23848: 2,4-Cycloheptadien-1-one, 2,6,6-trimethy!l- e e RmEEme e S0 S
107.0 8.80 9.00 9.20 9.40
m/z 77.00 32.60%
91.0
5000
39.0 150.0
‘ 53.0 71F 12.0135.0 ‘
— ] .“:‘w.,‘.“‘...“;H..l“‘.,.“.‘..,‘...‘.,..‘..,....,. S e
m/z--> 20 40 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1(3H)-1sobenzofuranone Concentration Rank 11

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

9.16 20.41 ng 1149580 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-1sobenzofuranone 134 C8H602 000087-41-2 68
2 1.2-Benzenedicarboxaldehvde 134 C8H602 000643-79-8 58
3 1.2-Propanedione. 1-phenvl- 148 C9H802 000579-07-7 46
4 3H-Indazol-3-one. 1.2-dihvdro- 134 C7H6N20 007364-25-2 46

5 1-Butanone, 1-phenyl-

148 C10H120

000495-40-9 43

m/z--> 20 40 60 80 100

Abundance Scan 1203 (9.163 min): BF111881.D (-1199) (-)
105.0
77.0
5000 133.1
51.0
150.1
ol 220.1

120 140 160 180 200 220

Abundance #15258: 1
10

5000 1.0

51.0
27.0

(3H)-1sobenzofuranone
5.0

134.0

m/z--> 20 40 60 80 100

120 140 160 180 200 220

Abundance
10

77.0

5000
51.0

29.0 ‘ |
| | | M

#15266: 1,2-Benzenedicarboxaldehyde

5.0

134.0

m/z--> 20 40 60 80 100

120 140 160 180 200 220

Abundance
77.0 10

5000 51.0

#23262: 1,2-

Propanedione, 1-phenyl-
5.0

1220 480

27{0 ‘ ‘ L

m/z--> 20 40 60 80 100

120 140 160 180 200 220

m/z 105.00 100.00%

8.80 9.00 9.20 9.40

m/z 77.00 48.77%

8.80 9.00 9.20 9.40

m/z 133.10 37.82%

8.80 9.00 9.20 9.40

m/z 121.10 33.75%

8.80 9.00 9.20 9.40

m/z 134.00 27 .88%

8.80 9.00 9.20 9.40

8270-BF010719.M Tue Jan 08

07:44:16 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Ethanone, 1-(4-ethylphenyl)- Concentration Rank 12

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

9.34 18.01 ng 1014430 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(4-ethviphenvI)- 148 C10H120 000937-30-4 81
2 Benzene. pentamethvl- 148 C11H16 000700-12-9 72
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 59
4 1-Propanone. 2-chloro-1-(2.4-dim... 210 C12H15CIO 054965-53-6 53
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 53

Abundance Scan 1233 (9.339 min): BF111881.D (-1230) (-) m/z 133.10 100.00%
138.1
5000
105.1
51.0 77.0 9.00 9.20 9.40 9.60
149.1
rodh 61 1930 m/z 148.10 35.63%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22671: Ethanone, 1-(4-ethylphenyl)-
138.0
5000
9.00 9.20 9.40 9.60
105.0 m/z 105.10 23.43%
43.0 73.0
270 "7 630 || | 149.0
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #22771: Benzene, pentamethyl-
133.0
9.00 9.20 9.40 9.60
5000 m/z 147.10 11.41%
91.0
115.0
50 S0 R e
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)- e A e Raman
133.0 9.00 9.20 9.40 9.60

m/z 77.00 10.50%

5000

39.0 91.0
130 7y 80 uro 14b°

m/z--> 0 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 19 6-Methyl-4-indanol Concentration Rank 20

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

9.50 14.71 ng 828680 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-4-indanol 148 C10H120 020294-32-0 94
2 Pvrazine. 2.5-dimethvl-3-(1-prop... 148 C9H12N2 055138-73-3 72
3 Benzene. pentamethvl- 148 C11H16 000700-12-9 62
4 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 58
5 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 58

Abundance Scan 1260 (9.498 min): BF111881.D (-1257) (-) m/z 133.10 100.00%
138.1
148.1
5000 105.0

9.20 9.40 9.60 9.80

04l m/z 148.05 61.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #22620: 6-Methyl-4-indanol
138.0
148.0
5000

9.20 9.40 9.60 9.80
m/z 105.00 45_.27%

39.0 77.0 91.0 105.0

63.0 119.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23220: Pyrazine, 2,5-dimethyl-3-(1-propenyl)-, (2)-
133.0
148.0 9.20 9.40 9.60 9.80
5000 42.0 : m/z 147.10 36.05%
28, 680
0 el 92:0105.01180 )

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #22770: Benzene, pentamethyl-

133.0 9.20 9.40 9.60 9.80
m/z 77.10 31.75%
148.0
5000
27.0 410 mo7ﬂ)m°mmnmo L
T T T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010719\
Data File : BF111881.D

Aca On : 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Phenol, 2-(2-methyl-2-prope... Concentration Rank 13

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

9.67 17.36 ng 978028 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(2-methvl-2-propenvl)- 148 C10H120 020944-88-1 64
2 Ethanone. 1-(4-ethvilphenvl)- 148 C10H120 000937-30-4 49
3 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 49
4 5H-Cvclopentapvrazine. 6.7-dihvd... 148 C9H12N2 038917-61-2 49
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 46

Abundance Scan 1289 (9 669 min): BF111881.D (-1287) (-) m/z 71.10 100.00%
133.1
5000 148.1
9.40 9.60 9.80 10.00
164.1
VR il m/z 133.05 80.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22690: Phenol, 2-(2-methyl-2-propenyl)-
138.0
148.0
2000 105.0 9.40 9.60 9.80 10.00
770 m/z 43.05 62 .85%
270 . 5L0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22671: Ethanone, 1-(4-ethylphenyl)-
138.0
940 9.60 9.80 10.00
5000 m/z 148.10 40.79%
105.0 148.0
79.
270 90 es0 17 L
miz--> o 4o & s 10 130 1o 1o ik
Abundance #22828: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
133.0 9.40 9.60 9.80 10.00
m/z 41.10 35.37%
5000
105.0
41.0 148.0
650
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF010719\
Data File : BF111881.D

Acq On 7 Jan 2019 17:26

Operator : JU/SJ

Sample : K1053-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
Butanoic acid, 3-... 5.72 35.6 ng 2462670 1 6.89 1384170 20.0
Ethanol, 2-butoxy- 5.90 20.5 ng 1416800 1 6.89 1384170 20.0
Hexylene glycol 6.18 16.3 ng 1125680 1 6.89 1384170 20.0
1-Hexanol, 2-ethyl- 6.97 76.2 ng 5272860 1 6.89 1384170 20.0
Hexanoic acid, 2-... 7.73 44_.2 ng 3163980 2 8.17 1431750 20.0
unknown8.10 8.10 17.2 ng 1229660 2 8.17 1431750 20.0
unknown8.28 8.28 26.4 ng 1891580 2 8.17 1431750 20.0
unknown8.31 8.31 41.8 ng 2989290 2 8.17 1431750 20.0
Phenol, 4-(1-meth... 8.35 17.1 ng 1223130 2 8.17 1431750 20.0
Phenol, 4-ethyl-3... 8.42 15.1 ng 1081150 2 8.17 1431750 20.0
unknown8 .54 8.54 59.8 ng 4281400 2 8.17 1431750 20.0
Benzoic acid, 3-m... 8.64 21.0 ng 1504870 2 8.17 1431750 20.0
unknown9 .06 9.06 15.6 ng 875789 3 9.93 1126470 20.0
1H-Inden-5-o0l, 2,... 9.07 27.1 ng 1526570 3 9.93 1126470 20.0
unknown9.13 9.13 16.1 ng 909888 3 9.93 1126470 20.0
1(3H)-1sobenzofur. .. 9.16 20.4 ng 1149580 3 9.93 1126470 20.0
Ethanone, 1-(4-et... 9.34 18.0 ng 1014430 3 9.93 1126470 20.0
6-Methyl-4-indanol 9.50 14.7 ng 828680 3 9.93 1126470 20.0
Phenol, 2-(2-meth... 9.67 17.4 ng 978028 3 9.93 1126470 20.0
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