LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X

Misc :

ALS Vial : 26 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-BF112618.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

2.346 40 44 57 rvB 158272 247869 13.41% 0.593%
3.463 230 234 249 rBV2 70595 162363 8.78% 0.388%
338 rBvY 584527 769925 41.66% 1.842%
4.410 392 395 401 rvv 201355 296979 16.07% 0.710%
4.546 414 418 428 rVVv4 158221 300866 16.28% 0.720%
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4._857 463 471 477 rBv4 72101 168551 9.12% 0.403%
4._.951 482 487 496 rVvB2 158608 250847 13.57% 0.600%
517 rvv 164444 194672 10.53% 0.466%
5.151 517 521 525 rvv2 220236 314063 16.99% 0.751%
5.199 526 529 532 rvv2 120565 190586 10.31% 0.456%
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11 5.416 564 566 569 rBvV 198982 181130 9.80% 0.433%
12 5.528 580 585 591 rBV 1275862 1800760 97.43% 4_.307%
13 5.616 595 600 604 rBv4 149900 196332 10.62% 0.470%
14 5.734 616 620 625 rVB 215032 231830 12.54% 0.555%
15 5.787 625 629 631 rBvY 927466 946826 51.23% 2.265%

16 5.816 631 634 639 rvVv5 173334 290070 15.69% 0.694%
17 5.857 639 641 644 rVB 158556 148495 8.03% 0.355%
18 5.910 647 650 653 rBv 161046 147214 7.96% 0.352%
19 6.116 681 685 688 rvv 254726 265375 14.36% 0.635%
20 6.198 695 699 702 rvv2 430471 484690 26.22% 1.159%

21 6.298 714 716 719 rvV 229842 201148 10.88% 0.481%
22 6.357 721 726 733 rVvv8 203924 508474 27.51% 1.216%
23 6.416 733 736 739 rvVB3 290130 319680 17.30% 0.765%
24 6.457 739 743 746 rBV 792630 695186 37.61% 1.663%
25 6.498 746 750 754 rvv3 1313287 1821345 98.54% 4_.357%

26 6.534 754 756 760 rVB 432036 389739 21.09% 0.932%
27 6.575 760 763 766 rvB3 111259 121913 6.60% 0.292%
28 6.616 767 770 772 rBV 275669 211467 11.44% 0.506%
29 6.710 783 786 788 rBVv3 340208 388181 21.00% 0.929%
30 6.734 788 790 791 rvv 370370 300494 16.26% 0.719%

31 6.757 791 794 797 rVV 1447792 1328718 71.89%% 3.178%
32 6.834 801 807 809 rBv3 111313 148379 8.03% 0.355%
33 6.875 809 814 817 rBV 263704 281444 15.23% 0.673%
34 6.940 822 825 828 rvv3 431288 423251 22.90% 1.012%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X

Misc :

ALS Vial : 26 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-BF112618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.987 828 833 839 rvv4 743134 1151452 62.30% 2.754%

36 7.034 839 841 844 rvv2 171654 165041 8.93% 0.395%
37 7.098 847 852 857 rvv2 1530961 1848328 100.00% 4.421%
38 7.163 861 863 867 rvv4 268516 405666 21.95% 0.970%
39 7.204 867 870 872 rvv2 324104 401848 21.74% 0.961%
40 7.228 872 874 876 rvV 376127 378203 20.46% 0.905%

41 7.251 876 878 879 rvVv 400077 395969 21.42% 0.947%
42 7.275 879 882 885 rvv2 1006863 1180372 63.86% 2.823%
43 7.298 885 886 889 rvv2 173946 151599 8.20% 0.363%
44 7.351 889 895 899 rvB 981201 1069947 57.89%% 2.559%
45 7.404 899 904 911 rBV2 452789 788983 42.69% 1.887%

46 7.463 911 914 915 rVvVv 386240 329774 17 .84% 0.789%
47 7.481 915 917 921 rVvv3 501809 635829 34.40% 1.521%
48 7.516 921 923 927 rVvV3 279333 386509 20.91% 0.925%
49 7.557 927 930 931 rvv3 281879 289611 15.67% 0.693%
50 7.581 931 934 938 rvv 491203 596290 32.26% 1.426%

51 7.616 938 940 941 rvv2 128566 119896 6.49% 0.287%
52 7.640 941 944 947 rvv2 602739 684768 37.05% 1.638%
53 7.669 947 949 952 rvv2 235759 272163 14.72% 0.651%
54 7.698 952 954 957 rvv2 146134 144529 7.82% 0.346%
55 7.728 957 959 962 rVB 229635 183452 9.93% 0.439%

56 7.775 962 967 971 rBV5 270625 478511 25.89% 1.145%
57 7.834 971 977 981 rVvv3 399996 540918 29.27% 1.294%
58 7.887 983 986 989 rvv2 454565 624991 33.81% 1.495%
59 7.922 989 992 995 rvv 906943 879127 47 .56% 2.103%
60 7.951 995 997 1000 rvv3 247683 233640 12.64% 0.559%

61 7.987 1000 1003 1006 rvv3d 255227 316025 17.10% 0.756%
62 8.034 1006 1011 1014 rvv4 802620 1152710 62.37% 2.757%
63 8.063 1014 1016 1019 rVvv3 183127 193842 10.49% 0.464%
64 8.098 1019 1022 1025 rVV 979419 841236 45.51% 2.012%
65 8.128 1025 1027 1029 rvv2 130813 137234 7.42% 0.328%

66 8.169 1029 1034 1037 rVvV2 408921 742270 40.16% 1.775%
67 8.198 1037 1039 1041 rVvVv 514310 448310 24.25% 1.072%
68 8.222 1041 1043 1045 rVvVv 420460 410387 22.20% 0.982%
69 8.245 1045 1047 1051 rvVv 514277 582117 31.49% 1.392%
70 8.298 1051 1056 1059 rvv2 214119 307764 16.65% 0.736%

71 8.492 1086 1089 1092 rBV2 294917 339830 18.39% 0.813%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X

Misc :

ALS Vial : 26 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\HPCHEM1I\BNA F\METHODS\8270-BF112618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 8.522 1092 1094 1097 rVvv2 141504 168733 9.13% 0.404%
73 8.545 1097 1098 1101 rVvv2 125141 123616 6.69% 0.296%
74 8.581 1101 1104 1108 rVvVv5 110715 154437 8.36% 0.369%
75 8.616 1108 1110 1113 rVB2 146139 134981 7.30% 0.323%

76 8.681 1118 1121 1124 rVV4 177346 283570 15.34% 0.678%
77 8.722 1126 1128 1130 rVV3 154882 159213 8.61% 0.381%
78 8.739 1130 1131 1135 rVV 177727 145377 7.87% 0.348%
79 8.781 1135 1138 1140 rVvV3 152106 159088 8.61% 0.381%
80 8.828 1143 1146 1151 rVB 1117694 962202 52.06% 2.302%

81 8.939 1162 1165 1167 rVB2 140946 134259 7.26% 0.321%
82 9.004 1174 1176 1179 rBV 217397 171481 9.28% 0.410%
83 9.039 1179 1182 1184 rBV 294433 291669 15.78% 0.698%
84 9.116 1192 1195 1198 rVB2 125271 117158 6.34% 0.280%
85 9.228 1211 1214 1217 rVB 484764 444706 24.06% 1.064%

86 9.292 1222 1225 1228 rVB 113124 116794 6.32% 0.279%
87 9.398 1240 1243 1245 rBV 194659 189094 10.23% 0.452%
88 9.475 1252 1256 1258 rBV 476540 397664 21.51% 0.951%
89 9.557 1266 1270 1272 rBV 582284 514549 27 .84% 1.231%
90 9.575 1272 1273 1276 rVB 426232 331144 17.92% 0.792%

91 9.663 1284 1288 1291 rVB3 131012 172478 9.33% 0.413%
92 9.698 1291 1294 1296 rVV 193147 172824 9.35% 0.413%
93 9.886 1324 1326 1329 rVB 129710 113970 6.17% 0.273%
94 9.945 1329 1336 1339 rBV5 105931 210780 11.40% 0.504%
95 9.981 1339 1342 1350 rVB 364802 372647 20.16% 0.891%

96 10.051 1350 1354 1360 rBV2 234948 286095 15.48% 0.684%
97 10.304 1395 1397 1402 rVB2 133312 142634 7.72% 0.341%
98 11.480 1593 1597 1606 rVB 362176 344631 18.65% 0.824%
99 14.139 2045 2049 2054 rBV 269616 277768 15.03% 0.664%
100 15.680 2306 2311 2318 rBV 122565 174797 9.46% 0.418%

Sum of corrected areas: 41806362
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\
Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

OILY-WATER

6.50

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF111021.D
1500000
5.53
1000000
4.03
500000
5, 5 5.42
2.35 44455 498 I
I\ 5 M

Time--> 2.50 3.00 3.50 4. 5. OO 5. 50

Abundance TIC. BF111021.D

1500000
8.83

1000000
993 956
9.4Y57
9.98
500000 | 11.48
9.4b | 9.70 0.05
0.29 9.66 9884  10.30
o ————————————— —————————————————— ——
Time--> 8.00 8.50 9.00 9.50 1000 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111021.D
1500000
1000000
500000
14.14
o T e e e,
Time--> 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 1750 1800 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Benzene, 1,3-dimethyl- Concentration Rank 3

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

5.53 85.09 ng 1800760 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 97
3 o-Xvlene 106 C8H10 000095-47-6 97
4 1.3-Cvclopentadiene. 5-(1l-methvl... 106 C8H10 002175-91-9 91
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 585 (5.528 min): BF111021.D (-580) (-) m/z 91.05 100.00%
91.0
5000 106.1

5.20 5.40 5.60 5.80

39.0 510 g5 /70
|

Ol prrr et el el el 50 77 106,10 46.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5102: Benzene, 1,3-dimethyl-
91.0
5000 106.0 ..,....,[\....,....,....,

5.20 540 560 5.80
m/z 105.10 21.62%

270 39.0 510 65.0 77.0
0 ! . fim L |I| | N
I o o LA B o o B o R S R R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5081: p-Xylene
91.0
R RAREE S mamn iR L S
5.20 5.40 5.60 5.80
5000 106.0 m/z 77.00 12.54%
270 390 51.0 65.0 77.0
0 | ‘ \‘m L ‘H | Lb
I o o B Mo e e e s o s e AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5076: o-Xylene
91.0 5.20 5.40 5.60 5.80
m/z 51.00 10.37%
5000 106.0
390 510 450 770
..,.1.5'.9,..2.7'.?....‘,....ﬁ‘l‘...,a‘.‘..,...‘l‘,....‘,l...,.‘a.‘.,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknown6.36 Concentration Rank 20

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

6.36 24 .03 ng 508474 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxabicvclol4.1.0lheptane. 1-me... 112 C7H120 001713-33-3 46
2 1H-Pvrazole. 4.5-dihvdro-3.5.5-t... 112 C6H12N2 003975-85-7 43
3 Acetaldehvde. 2-butenvlhvdrazone 112 C6H12N2 075268-07-4 43
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 35
5 1H-Pyrazole, 4,5-dihydro-3,4,5-t... 112 C6H12N2 022591-95-3 35

Abundance Scan 726 (6.357 min): BF111021.D (-721) (-) m/z 43.00 100.00%
43.0
97.0
5000

6.00 6.20 6.40 6.60
m/z 97.00 60.47%

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

o

Abundance #6610: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
43.0
97.0
5000 55.0
69.0 6.00 6.20 6.40 6.60
. )
29.0 | 83.0 112.0 m/z 69.00 47 .35%
Ol
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6321: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl-
97.0
e B e o
6.00 6.20 6.40 6.60
5000 56.0 m/z 41.10 43.65%
112.0
280 420
o RS 1 S ..M O N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6310: Acetaldehyde, 2-butenylhydrazone e BREER eSS
97.0 6.00 6.20 6.40 6.60
55.0 m/z 55.10 39.12%
28.0
5000 42,0 83.0 112.0
|l e
0 . ! ‘H m Ay | Al
e e e e e e A B R R EE e RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 Benzene, l-ethyl-2-methyl- Concentration Rank 15

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

6.46 32.85 ng 695186 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 743 (6.457 min): BF111021.D (-739) (-) m/z 105.10 100.00%
105.1
5000
120.1
430 550 g50 70 910 620 6.40 6.60 6.80
O b L e m/z 120.10 32.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
106.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 91.05 12.89%
270 390 510 65.0 77.0 91.0
o) A R ‘....'I.'...‘ IV Y NS YRS 1 | SN M
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
6.20 6.40 6.60 6.80
5000 m/z 77.00 12.05%
120.0
150 27.0 39‘.0 510 650 77.0 91‘.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene
105.0 6.20 6.40 6.60 6.80
m/z 79.05 9.43%
120.0
5000
270 390 510 50 (10 910 | LM
0:: S ||||“|||| ‘:‘::i‘ e ”IH SN PE— IH“ T ‘|||| .
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-Cyclopenten-1-one, 3-methyl- Concentration Rank 2

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

6.50 86.06 ng 1821350 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3-methvl- 96 C6H80 002758-18-1 96
2 2-Cvclopenten-1-one. 2-methvl- 96 C6H80 001120-73-6 90
3 2.4-Dimethvlfuran 96 C6H80 003710-43-8 86
4 Bicvclol2.1.01pentane 68 C5H8 000185-94-4 70
5 1,3-Butadiene, 2-methyl- 68 C5H8 000078-79-5 52

Abundance Scan 750 (6.498 min): BF111021.D (-746) (-) m/z 96.05 100.00%
9d.0
530 670
5000 391 610
6.20 6.40 6.60 6.80
o..,....,...'!,”.. TP ) ,,| | 1070 1201 1431 ' “n/7 67.05  75.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2824: 2-Cyclopenten-1-one, 3-methyl-
96.0
5309 670
39.0
5000 8L0
270 6.20 6.40 6.60 6.80
m/z 53.05 69.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2822: 2—_Cyc|0penten 1-one, 2-methyl-
61.0 96.0
53.0 6.20 6.40 6.60 6.80
5000 m/z 39.10 50.40%
41.0
‘ 81.0
O'W'“'P'”IhhdhmJHuL\”'W“”'PJ“I”'W'”'P'”I“'W'”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2795: 2,4-Dimethylfuran L R R EAman Tt st
67.0 96.0 6.20 6.40 6.60 6.80
m/z 81.00 38.80%
410 530
5000
28.0 81.0
O'W'“lP'“lL'W'”'P'“I”'WM”'"“ SRS DRSS SRR SRR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.76 62.79 ng 1328720 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 794 (6.757 min): BF111021.D (-791) (-) m/z 105.05 100.00%
106.1
5000 120.1
77.0 91.0 6.40 6.60 6.80 7.00
39.0 59.0
Obrr et byt el e eid2 L m/z 120,05 42.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
106.0
120.0
5000

6.40 6.60 6.80 7.00
m/z 119.10 11.76%

0 390 51.0 50 /70 910

150 2% . 1 : I Al
T e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 77.05 11.44%
77.0
27.0 51.0 91.0
Onlnnlnmlnﬁﬂpnqbnrﬁﬁ?“”M“”.ﬁ”.“ﬂ.“nmﬁ.”“.““.”“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9402: Mesitylene
105.0 6.40 6.60 6.80 7.00
m/z 91.05 10.33%
120.0
5000
27.0 390 510 g50 /70 910
O.W.”.“.d“.uwn.wm.qud.“”W“.“ﬂ.nlhtlnmb”.q.”q.“.“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF112618.M Wed Nov 28 11:20:50 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-Cyclopenten-1-one, 2,3-di... Concentration Rank 1

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

7.10 87.34 ng 1848330 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 2.3-dimethyl- 110 C7H100 001121-05-7 90
2 Cvclopentene. 1-methvl- 82 C6H10 000693-89-0 55
3 2.4-Hexadiene 82 C6H10 000592-46-1 55
4 2.4-Hexadiene. (E.Z2)- 82 C6H10 005194-50-3 55
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 55

Abundance Scan 852 (7.098 min): BF111021.D (-847) (-) m/z 67.05 100.00%
67.0
110.1
5000
ﬁo 54.0 m1950
6.80 7.00 7.20 7.40
obrrrrerrerereeetberdilo bl L1200 1500 oS 6 6 6 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5865: 2-Cyclopenten-1-one, 2,3-dimethyl-
67.0 110.0
5000
82.0 o5 6.80 7.00 7.20 7.40
39.0 54.0 ' m/z 39.05 25.32%
0.”ﬂagpuw”.“””wmh“m!““w”.w”” rreh e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1243: Cyclopentene, 1-methyl-
67.0
680 7.00 7.20 7.40
5000 82.0 m/z 95.00 19.93%
39.0
27.0 ‘ 53.0 ‘
0'”&?%””P”WM”“MW”MP”““”P”W””P”W””P”W””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #1196: 2,4-Hexadiene
67.0 6.80 7.00 7.20 7.40
m/z 54.05 17.65%
82.0
5000
41.0
27 ‘ 54.0
0'“&?%“WPHW“““LWHHV“M“HPHWH“V“W““V“W““P“W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF112618.M Wed Nov 28 11:20:51 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 6

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

7.27 55.78 ng 1180370 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 81
2 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 59
3 1H-Pvrazole. 3-methvl- 82 C4H6N2 001453-58-3 50
4 1H-Pvrazole. l-methvl- 82 C4H6N2 000930-36-9 47
5 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 39

Abundance Scan 881 (7.269 min): BF111021.D (-879) (-) m/z 82.00 100.00%
84.0
5000 30.0 109.1
' 540 124.1
67.0
| | | 96.0 7.00 7.20 7.40 7.60
o} SRS IS 11 TSNP RRERANT SNBSS ANMBMBMSIS FRNSMSIT RSB m/z 109.10 51.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5847: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000
300 540 110.0 7.00 7.20 7.40 7.60
' m/z 39.05 42 _.33%
270 I"I' 1 il I 1 670 I | 950 1
e S R RS RS IR IS UL IS S SRR RS L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10557: 2-Cyclohexen-1-one, 3,5-dimethyl-
82.0
700 7.20 7.40 7.60
5000 m/z 54.05 40.02%
39.0
27.0 540 124.0
0 ‘m Aol I \‘\ 67\0 Ll 95.0 109.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1148: 1H-Pyrazole, 3-methyl-
82.0 7.00 7.20 7.40 7.60
m/z 81.10 38.13%
5000
54.0
27.0
0 \‘ L ﬁﬁwo \M‘ | 67.0 |
LU UL IR SULELIS SO SR SURIL SIS S L L S R UL LS IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 7.40 7.60

8270-BF112618.M Wed Nov 28 11:20:51 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-Cyclopenten-1-one, 3-ethyl- Concentration Rank 11

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

7.40 37.28 ng 788983 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3-ethvl- 110 C7H100 005682-69-9 90
2 2-Furancarboxaldehvde. 5-methvl- 110 C6H602 000620-02-0 52
3 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 43
4 Furfurvl isothiocvanate 139 C6H5NOS 004650-60-6 22
5 Cyclohexaneethanol 128 C8H160 004442-79-9 22

Abundance Scan 903 (7.398 min): BF111021.D (-899) (-) m/z 81.00 100.00%
53.0 1.0 110.1
670
5000 39.1
95.0 1341 AU NI I R
Ih|| | I | 4o | 7.00 7.20 7.40 7.60 7.80
o et sl Lol Tm/z 110.10 0 96.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5846: 2-Cyclopenten-1-one, 3-ethyl-
81.0 110.0
53.0
67.0
5000 27.0 39.0
7.00 7.20 7.40 7.60 7.80
m/z 53.05 81.40%
o | %50
0”'P”'PJﬁd”h“'JLMIJJI“”h'”P”'P”"”W'“W'“W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5773: 2-Furancarboxaldehyde, 5-methyl-
110.0
e 7.00 7.20 7.40 7.60 7.80
5000 : m/z 67.05 72 .03%
27.0
39.0 81.0
0”'P'”P'““””“L'N“'W'ﬁaq”ﬂt”'ﬁﬁqv'”“'“I”“I”'W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #444: 1-Butyne, 3-methyl-
67.0 7.00 7.20 7.40 7.60 7.80
53.0 m/z 119.05  71.32%
5000
210 49,
0“'&ﬁgv'“w'“|“'WH'W'“W'“'w“'w'“w'“l““l“'WH'w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

8270-BF112618.M Wed Nov 28 11:20:52 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 2-Cyclohexen-1-one, 3,5-dim... Concentration Rank 14

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

7.64 33.37 ng 684768 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 3.5-dimethvl- 124 C8H120 001123-09-7 68
2 l1sophorone 138 C9H140 000078-59-1 43
3 1H-Pvrazole. 1-methvl- 82 C4H6N2 000930-36-9 38
4 2-Cvclohexen-1-one. 3-methvl- 110 C7H100 001193-18-6 38
5 1H-Imidazole, 1-methyl- 82 C4H6N2 000616-47-7 38

Abundance Scan 944 (7.640 min): BF111021.D (-941) (-) m/z 82.00 100.00%
4.0
5000
39.1 54.0 1011 124.1
67.0 148.1 7.40 7.60 7.80 8.00
(o} ; m/z 124.10 23.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10551: 2-Cyclohexen-1-one, 3,5-dimethyl-
82.0
5000
390 540 7.40 7.60 7.80 8.00
970 : 124.0 m/z 54.05 22.83%
ol 180 | || 67.0 | 950 109.0
s 00 B 40 B T 80 0 100 116 130 150 130 180
Abundance #17513: Isophorone
82.0
7.40 7.60 7.80 8.00
5000 m/z 39.10 21.03%
39.0 540 138.0
0 27\.0 L 870 95\'0 110.0 123.0
m/z--> 10 20 30 40 §o 60 70 éo 90 100 110 120 130 140 150
Abundance #1146: lH—PyrazoIe, l—methyl— LI L L L B B
82.0 7.40 7.60 7.80 8.00
m/z 101.10 20.10%
5000
280 420 40
0 15 0 ‘ ‘ \\‘ 66.0 |
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00

8270-BF112618.M Wed Nov 28 11:20:52 2018 Page: 13



Library Search Compound Report

8270-BF112618.M Wed Nov 28 11:20:53 2018

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.89 Concentration Rank 16

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

7.89 30.46 ng 624991 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol. 2-(2-methoxvpropoxv)- 148 C7H1603 013588-28-8 42
2 Methvl 2.5.8.11.14.17-hexaoxanon... 324 C14H2808 1000366-81-4 42
3 Methvl 2.5.8.11.14.17.20-heptaox... 368 C16H3209 1000366-81-3 40
4 _alpha.-D-Xvlo-Hex-5-enofuranose... 186 C9H1404 007284-07-3 38
5 2-Dodecanol, 2-methyl- 200 C13H280 001653-37-8 35

Abundance Scan 987 (7.892 min): BF111021.D (-983) (-) m/z 59.05 100.00%
59.0
5000
117.1
91.0 7.60 7.80 8.00 8.20
Ol 1521 m/z 43.00 27.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23085: 1-Propanol, 2-(2-methoxypropoxy)-
59.0
5000 R T N R R
7.60 7.80 8.00 8.20
310 117.0 m/z 117.10 20.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #163871: Methyl 2,5,8,11,14,17-hexaoxanonadecan-19-oate
59.0
117.0 7.60 7.80 8.00 8.20
5000 m/z 104 .05 14 .05%
87.0
oo b g L L 470 armo 2210 oss0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #195120: Methyl 2,5,8,11,14,17,20-heptaoxadocosan-22-oate
59.0 7.60 7.80 8.00 8.20
m/z 41.10 11.88%
117.0
5000
87.0
oLt b L W70 a7s0 2050 2350 2es0 o D MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknown7.92 Concentration Rank 9

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

7.92 42 .84 ng 879127 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethvl-4-heptanol 144 C9H200 000597-90-0 47
2 Sulfurous acid. 2-methvl-4-metho... 336 C17H3604S 1000309-21-1 47
3 3.4.5-Trimethvl-4-heptanol 158 C10H220 060836-08-0 38
4 3-Hexanol. 3-ethvl- 130 C8H180 000597-76-2 38
5 2-Pyrrolidinethione 101 C4H7NS 002295-35-4 38

Abundance Scan 992 (7.922 min): BF111021.D (-989) (-) m/z 101.10 100.00%
101.1
43.0
5000
127.1 7.60 7.80 8.00 8.20
0 Hal Cat m/z 43.05 67.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21123: 4-Ethyl-4-heptanol
101.0
59.0
5000 L R R L R
115.0 760 7.80 8.00 820
b0 430 73.0 m/z 57.10 49.21%
O'W'“'v'Mﬁ'“ﬁltw'“hv'“ﬁl'wggg'““!'“v'“ligﬁp“%ﬁ%e JARAS SRR AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #173757: Sulfurous acid, 2-methyl-4-methoxybutyl undecy! este
69.0 101.0
5o 760 7.80 8.00 820
5000 ' 85.0 m/z 45.00 44_.37%
0 290 H M‘\\ i H ‘ ‘ | 11\7.0 134.0 165'0
s O S 6 W e ik e e
Abundance #29659: 3,4,5-Trimethyl-4-heptanol R L mEE e R
101.0 7.60 7.80 8.00 8.20
45.0 m/z 59.10 43.08%
5000 500
29.0 83.0
0"|%?'9v"'v"'|“"|'“'|'“'|"“|"'w""""""l“"l'%%?fz'l“"|“"|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7m 7.80 8.00 8.20

8270-BF112618.M Wed Nov 28 11:20:53 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknown8.03 Concentration Rank 5

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

8.03 56.18 ng 1152710 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 2-hvdroxv-4-meth... 132 C6H1203 013748-90-8 43
2 4-Heptanol. 4-methvl- 130 C8H180 000598-01-6 38
3 1-Cvclopentvl-1-propanol 128 C8H160 019833-89-7 38
4 3-Pentanol. 3-ethvl- 116 C7H160 000597-49-9 35
5 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 35

Abundance Scan 1010 (8.028 min): BF111021.D (-1006) (-) m/z 43.00 100.00%
43.0
5000 550 (50 871
115.1 R R S I
| || sﬂgl | 1331 181 7.60 7.80 8.00 820 8.40
Ol e prrer e bbbl L TR Tm/z 45.00 51.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14326: Pentanoic acid, 2-hydroxy-4-methyl-, (S)-
43.0 69.0
87.0
5000 AN AR LR RN
29.0 7.60 7.80 8.00 8.20 8.40
' m/z 73.05 48.68%
o 180 || || bl 990 1130
R gy e'o 70 80 90 100 110 120 130 140 150
Abundance #13707: 4-Heptanol, 4-methyl-
87.0
45.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 87.10 46 .25%
69.0 115.0
27.0
O”I””I”AW””Hﬁ”Iﬁn?””h”“l”JI“”I“”I”LI”'W”'W”'W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12558: 1-Cyclopentyl-1-propanol
430 87.0 7.60 7.80 8.00 8.20 8.40
m/z 55.00 41.35%
5000
69.0
27.0
56.0 99.0
0“&?%'Jw“'h““V“MVHHL'W“JV'JVHW'“W“'WH“V'“V“' R S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40

8270-BF112618.M Wed Nov 28 11:20:54 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 Ethanone, 1-(3-methylphenyl)- Concentration Rank 10

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

8.10 41_.00 ng 841236 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(3-methviphenvI)- 134 C9H100 000585-74-0 97
2 Ethanone. 1-(4-methvilphenvI)- 134 C9H100 000122-00-9 94
3 Ethanone. 1-(2-methviphenvI)- 134 C9H100 000577-16-2 91
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 72
5 Benzoxazol, 2,3-dihydro-2-thioxo... 269 C15H11NO2S 037442-06-1 64

Abundance Scan 1022 (8.098 min): BF111021.D (-1019) (-) m/z 91.00 100.00%
91.0 119.0
5000
134.1
430 80
77.0 7.80 8.00 8.20 8.40
Obrrrrrrprrrrrreshbr b el 2030l L AL1 0 Th777119.00 99 38Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15334: Ethanone, 1-(3-methylphenyl)-
91.0 119.0
5000
134.0 7.80 8.00 8.20 8.40
430 650 m/z 134.05 31.55%
0"|“"v?1?'“Jﬁ[’4h'“W¢l'v?&?“'w!“}ﬂ%gl“'w'“'|““w"“l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15330: Ethanone, 1-(4-methylphenyl)-
91.0 119.0
7.80 8.00 8.20 8.40
5000 m/z 65.00 26.31%
65.0 134.0
39.0
150 27.0 | | 210 Jw 770 || 1050 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15337: Ethanone, 1-(2-methylphenyl)-
91.0 119.0 7.80 8.00 8.20 8.40
m/z 43.00 19.74%
5000 134.0
430 80
0 270 ‘ 1 ‘ ‘ \““ 77\0 I ‘ 1030 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 780 8.00 8.0 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 unknown8.17 Concentration Rank 13

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

8.17 36.17 ng 742270 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 47
2 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 46
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
5 1-Cyclohexyl-2-methyl-2-propanol 156 C10H200 005531-30-6 38

Abundance Scan 1034 (8.169 min): BF111021.D (-1029) (-) m/z 59.00 100.00%
59.0
5000 43.0
11 101.1 A R
|| | 83.1 | 1151 1381 1521 7.80 8.00 8.20 8.40 8.60
Obrrrrrrrrrrrerrrb bt et b L L3821 R 43700 49.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 RS RN AR R

7.80 8.00 820 8.40 8.60

41.0 0
290 1010 m/z 55.05 25.77%
il |||| Ninn 73.0 86.0
O'rrrrrrr et e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7830: Butanamide, 3,3-dimethyl-
59.0
B e N EEE e
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.10 23.49%
41.0
O rr e R R e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8346: 2-Hexanol, 2-methyl- R B o e
59.0 7.80 8.00 8.20 8.40 8.60
m/z 101.10 21.04%
5000
410 101.0
27.0
- SRl YT 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 7

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

8.83 46.89 ng 962202 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 95
2 Stvrene 104 C8HS8 000100-42-5 92
3 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 64
4 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 60
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58

Abundance Scan 1146 (8.828 min): BF111021.D (-1143) (-) m/z 104.05 100.00%
104.1 132.0
5000 78.0
51.0
T
8.40 8.60 8.80 9.00 9.20
ol A L 2.0 1841 m/z 132.00  94.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14542: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000
78.0 8.40 8.60 8.80 9.00 9.20
51.0 m/z 103.05 53.15%
| 14.0 27.0 66.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4873: Styrene
104.0
8.40 8.60 8.80 9.00 9.20
5000 78.0 m/z 78.05 41.90%
51.0
27.0 | “ 6 -0 H‘ [l
O'W“”P”W””P“W”“P”'“”P”W””P'W””P”W””P”W”“P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104.0 8.40 8.60 8.80 9.00 9.20
m/z 77.00 29.51%
5000 80
51.0
0 270 | | 650 ‘ 910 ||
m/z--> 10 20 & & 50 60 70 80 90 100 110 120 130 140 150 160 840 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112718\

Data File : BF111021.D

Aca On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X Ryl
Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF112618_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 7-Methylindan-1-one Concentration Rank 18

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

9.56 27.62 ng 514549 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlindan-1-one 146 C10H100 039627-61-7 91
2 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 90
3 1H-Imidazole. 4.5-dihvdro-2-phenvl- 146 C9H10N2 000936-49-2 68
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 64
5 Benzene, l-pentenyl- 146 C11H14 000826-18-6 62

Abundance Scan 1271 (9.563 min): BF111021.D (-1266) (-) m/z 117.10 100.00%
117.1 146.1
5000
91.0
63.0
39.1 77.0 131.0 9.20 9.40 9.60 9.80
ol 1960 je11 m/z 146.05 99.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21536: 7-Methylindan-1-one
117.0 146.0
5000
91.0 9.20 9.40 9.60 9.80
0
39.0 630 77.0 100 1510 m/z 118.05 50.67%
0 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #8954: (2)-1-Phenylpropene
117.0
9.20 9.40 9.60 9.80
5000 m/z 145.10 38.51%
91.0
51.0 g5, 0
OHP“WEZ?““““m“HM“'J'“Jv“ﬁ&ﬂ““VHW““PHW““P“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22238: 1H-Imidazole, 4,5-dihydro-2-phenyl-
117.0 9.20 9.40 9.60 9.80
146.0 m/z 115.00 36.11%
5000
77.0
51.0 90.0 104.0
0'W'”'P?i?““lh'ﬁh”'?'el“'ﬁ'””L""”'P'NI“%ﬁ%P'P'”I”'W'“'P' RS SARE SR
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112718\
Data File : BF111021.D

Acq On : 27 Nov 2018 20:32

Operator : JU/SJ

Sample : J6064-03 20X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF112618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

8.22 410387 20.0
9.98 372647 20.0

1H-Inden-1-one, 2... 8.83 46.9 ng 962202
7-Methylindan-1-one 9.56 27.6 ng 514549

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 1,3-dime... 5.53 85.1 ng 1800760 1 6.94 423251 20.0
unknown6 .36 6.36 24_.0 ng 508474 1 6.94 423251 20.0
Benzene, l-ethyl-_.. 6.46 32.9 ng 695186 1 6.94 423251 20.0
2-Cyclopenten-1-o0... 6.50 86.1 ng 1821350 1 6.94 423251 20.0
Benzene, 1,2,3-tr... 6.76 62.8 ng 1328720 1 6.94 423251 20.0
2-Cyclopenten-1-o0... 7.10 87.3 ng 1848330 1 6.94 423251 20.0
2-Cyclohexen-1-on. .. 7.27 55.8 ng 1180370 1 6.94 423251 20.0
2-Cyclopenten-1-o... 7.40 37.3 ng 788983 1 6.94 423251 20.0
2-Cyclohexen-1-on. .. 7.64 33.4 ng 684768 2 8.22 410387 20.0
unknown? .89 7.89 30.5 ng 624991 2 8.22 410387 20.0
unknown? .92 7.92 42.8 ng 879127 2 8.22 410387 20.0
unknown8.03 8.03 56.2 ng 1152710 2 8.22 410387 20.0
Ethanone, 1-(3-me... 8.10 41.0 ng 841236 2 8.22 410387 20.0
unknown8.17 8.17 36.2 ng 742270 2 8.22 410387 20.0

2
3
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