LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On - 14 Nov 2018 1:23 Instrument :
Operator : JU/SJ BNA_F

Sample : J5921-08 20X ClientSampleld :
Misc - SP-UST-MIDDLE
ALS Vial : 24 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-BF110818 .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 3.140 167 179 187 rBvV2 28626 64713 5.14% 0.298%
2 4.287 369 374 378 rVB2 33608 44749 3.55% 0.206%
3 4.610 423 429 435 rvVB2 33506 46051 3.66% 0.212%
4 5.081 502 509 511 rBV3 34992 51834 4.12% 0.238%
5 5.104 511 513 518 rVB 46550 46554 3.70% 0.214%
6 5.157 518 522 526 rBV2 64531 70252 5.58% 0.323%
7 5.287 541 544 550 rVvVv 78114 88698 7.04% 0.408%
8 5.351 550 555 559 rvv3 37750 67930 5.39% 0.312%
9 5.551 586 589 599 rVB 226428 251229 19.95% 1.155%
10 5.751 621 623 626 rVB 49810 44463 3.53% 0.204%
11 5.798 626 631 634 rBV2 35330 44095 3.50% 0.203%
12 5.963 656 659 662 rVB2 58384 58365 4.64% 0.268%
13 5.998 662 665 673 rBv4 50364 79232 6.29% 0.364%
14 6.075 673 678 680 rBV 39726 43458 3.45% 0.200%
15 6.098 680 682 685 rVB 70740 56189 4_.46% 0.258%

16 6.175 691 695 703 rBv2 132722 226427 17.98% 1.041%
17 6.369 723 728 732 rBV2 78857 121461 9.65% 0.558%
18 6.428 736 738 740 rVB 99816 68384 5.43% 0.314%
19 6.457 740 743 747 rBV2 218986 246020 19.54% 1.131%
20 6.498 747 750 752 rvV 113862 104987 8.34% 0.483%

21 6.516 752 753 756 rVB 92590 57126 4._.54% 0.263%
22 6.675 775 780 784 rvv3 70245 131720 10.46% 0.606%
23 6.716 784 787 791 rvv2 102259 136256 10.82% 0.627%
24 6.763 791 795 799 rVV 1434951 1259144 100.00% 5.790%
25 6.834 803 807 809 rvv2 34168 59811 4._75% 0.275%

26 6.904 814 819 822 rVvv3 58875 123078 9.77% 0.566%
27 6.945 822 826 830 rvv2 581499 609964 48.44% 2.805%
28 6.998 830 835 840 rvv 156111 241254 19.16% 1.109%
29 7.040 840 842 845 rvv2 55869 59605 4.73% 0.274%
30 7.075 845 848 850 rvv2 82164 99592 7.91% 0.458%

31 7.098 850 852 853 rvv2 128838 114840 9.12% 0.528%
32 7.122 853 856 859 rvv 772647 668561 53.10% 3.074%
33 7.151 859 861 864 rvv2 45165 58101 4.61% 0.267%
34 7.187 864 867 868 rvv 135605 136378 10.83% 0.627%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On - 14 Nov 2018 1:23 Instrument :
Operator : JU/SJ BNA_F

Sample : J5921-08 20X ClientSampleld :
Misc - SP-UST-MIDDLE
ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.204 868 870 872 rvV 107298 95797 7.61% 0.440%
36 7.234 872 875 876 rvV 63226 60514 4.81% 0.278%

37 7.275 876 882 885 rvv3 139008 237988 18.90% 1.094%
38 7.310 885 888 890 rvv2 87088 108981 8.66% 0.501%
39 7.328 890 891 894 rvv 131772 112697 8.95% 0.518%
40 7.398 900 903 905 rvv 331893 294926 23.42% 1.356%

41 7.422 905 907 911 rvv 240595 226385 17.98% 1.041%
42 7.469 911 915 918 rvv 759079 658171 52.27% 3.026%
43 7.504 918 921 928 rvv2 639525 630861 50.10% 2.901%
44 7.581 928 934 937 rVvv4 78609 106911 8.49% 0.492%
45 7.622 937 941 948 rVvv4 80602 131032 10.41% 0.603%

46 7.704 952 955 957 rvv 421247 368186 29.24% 1.693%
47 7.734 957 960 963 rvv 568285 476988 37.88% 2.193%
48 7.816 970 974 976 rVvv3 52627 69222 5.50% 0.318%
49 7.834 976 977 980 rvv2 66809 53559 4._.25% 0.246%
50 7.869 980 983 985 rvv 143091 151020 11.99% 0.694%

51 7.892 985 987 993 rvv 370960 344434 27 .35% 1.584%
52 7.957 993 998 1001 rvV 1030128 910367 72.30% 4.186%
53 7.981 1001 1002 1005 rvv 141811 139888 11.11% 0.643%
54 8.034 1007 1011 1013 rVvV3 120955 174650 13.87% 0.803%
55 8.063 1013 1016 1018 rVvVv 146612 135088 10.73% 0.621%

56 8.081 1018 1019 1022 rVB 97968 78571 6.24% 0.361%
57 8.210 1027 1041 1042 rVvV2 274116 537907 42.72% 2.473%
58 8.228 1042 1044 1046 rvVv 810352 762647 60.57% 3.507%
59 8.263 1049 1050 1053 rVvVv 284340 184158 14.63% 0.847%
60 8.304 1053 1057 1060 rVB 92615 83978 6.67% 0.386%

61 8.381 1063 1070 1073 rBVS5 66513 111896 8.89% 0.515%
62 8.416 1073 1076 1079 rvv2 65091 74036 5.88% 0.340%
63 8.469 1081 1085 1087 rvv2 164913 209493 16.64% 0.963%
64 8.492 1087 1089 1095 rVvV5 169938 264999 21.05% 1.218%
65 8.539 1095 1097 1100 rvv3 37739 45567 3.62% 0.210%

66 8.587 1102 1105 1106 rvv2 108732 103317 8.21% 0.475%
67 8.604 1106 1108 1110 rVvVv 171111 137911 10.95% 0.634%
68 8.651 1113 1116 1119 rVV3 60642 85412 6.78% 0.393%
69 8.687 1119 1122 1126 rVV 108592 107712 8.55% 0.495%
70 8.722 1126 1128 1134 rVB3 84924 108434 8.61% 0.499%

71 8.810 1140 1143 1148 rBV3 66497 105886 8.41% 0.487%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On - 14 Nov 2018 1:23 Instrument :
Operator : JU/SJ BNA_F

Sample : J5921-08 20X ClientSampleld :
Misc - SP-UST-MIDDLE
ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 8.892 1154 1157 1159 rVvVv 65594 77147 6.13% 0.355%
73 8.939 1162 1165 1168 rVvv2 162602 168141 13.35% 0.773%
74 8.969 1168 1170 1172 rVV 64985 57420 4_.56% 0.264%

75 9.039 1176 1182 1185 rVvv4 199360 299499 23.79% 1.377%

76 9.081 1185 1189 1191 rVV 197305 284360 22.58% 1.308%
77 9.116 1192 1195 1201 rVV3 124152 202969 16.12% 0.933%
78 9.169 1201 1204 1206 rVVv3 48544 64966 5.16% 0.299%
79 9.198 1206 1209 1211 rVV2 264855 352048 27.96% 1.619%
80 9.228 1211 1214 1223 rVV 452366 659048 52.34% 3.030%

81 9.298 1223 1226 1231 rVB 117232 105564 8.38% 0.485%
82 9.398 1237 1243 1252 rVB2 115614 184527 14.65% 0.848%
83 9.510 1258 1262 1265 rVV 219930 244604 19.43% 1.125%
84 9.551 1265 1269 1272 rVV3 90618 168087 13.35% 0.773%
85 9.598 1272 1277 1279 rVV 281795 404513 32.13% 1.860%

86 9.622 1279 1281 1288 rVvV3 138822 224709 17.85% 1.033%
87 9.739 1294 1301 1310 rvv2 318369 506663 40.24% 2.330%

88 9.886 1324 1326 1334 rVB4 33927 44572 3.54% 0.205%
89 9.986 1339 1343 1347 rVB 620955 5565529 44.12% 2.554%
90 10.028 1347 1350 1353 rBV2 36308 45365 3.60% 0.209%
91 10.075 1356 1358 1364 rVB3 53861 84796 6.73% 0.390%
92 10.257 1382 1389 1397 rBV 180521 252647 20.06% 1.162%
93 10.451 1417 1422 1425 rBV2 59324 75086 5.96% 0.345%
94 10.557 1438 1440 1447 rBV 33855 42821 3.40% 0.197%

95 11.480 1593 1597 1603 rBV 517019 456409 36.25% 2.099%

96 13.063 1863 1866 1870 rVB 72230 70073 5.57% 0.322%
97 14.127 2044 2047 2055 rBV 415972 468780 37.23% 2.156%
98 15.663 2303 2308 2312 rBV 182284 282548 22.44% 1.299%
99 16.074 2374 2378 2384 rVB2 41722 70025 5.56% 0.322%
100 16.433 2426 2439 2460 rVB2 260978 1224958 97.28% 5.633%

Sum of corrected areas: 21747984
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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\BF111318\
BF110741.D
14 Nov 2018
Ju/sJ
J5921-08 20X

1:23
24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF110818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

SP-UST-MIDDLE
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Library Search Compound Report

8270-BF110818.M Wed Nov 14 14:02:01 2018

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF110818_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 Benzene, 1,3-dimethyl- Concentration Rank 15

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

5.55 8.24 ng 251229 1,4-Dichlorobenzene-d4 6.95
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 95
4 1.3-Cvclopentadiene., 5-(1-methvl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 589 (5.551 min): BF110741.D (-586) (-) m/z 91.00 100.00%
91.0
5000 106.1
390 510 59 770 | 520 5.40 5.60 5.80
e el et el e m/z 106.05  47.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl-
91.0
5000 106.0 AU L IR L
5.20 540 5.60 5.80
500 510 770 m/z 105.10 22 .92%
: - 65.0 :
S L N N RN NN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5078: p-Xylene
91.0
106.0 520 540 560 580
5000 m/z 77.00 12.09%
270 390 5#0 65.0 770
| | i 1l 1 | AN
miz--> ) 10 20 30 40 50 60 70 8 90 100 110
Abundance #5082: 0-Xylene
91.0 5.20 540 5.60 5.80
m/z 51.00 10.48%
106.0
5000
39.0 51.0 77.0
27.0 65.0
'“%9'w}ﬁqw'm|“'m”“'M““|“hw'“ww'“|“'w”““w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octane, 3,6-dimethyl- Concentration Rank 20

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

6.17 7.42 ng 226427 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 80
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 78
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 53
5 Octane, 2-methyl- 128 C9H20 003221-61-2 53

Abundance Scan 694 (6.169 min): BF110741.D (-691) (-) m/z 57.00 100.00%
57.0
43.0 71.1
5000
| |‘ r351 98.1 1131 5.80 6.00 6.20 6.40 6.60
rerprerrprerrrreeie e e et e e - | M/Z 43,05 57.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57.0
71.0
5000 43.0 SRR AR RS RN
5.80 6.00 6.20 6.40 6.60
290 m/z 71.10 54.70%
113.0
, 85.0 990 | 127.0 142.0
s 1o %0 3 b B 80 B 9 100 130 130 150 140
Abundance #19170: Nonane, 3-methyl-
57.0
43.0 71.0 5.80 6.00 6.20 6.40 6.60
5000 29.0 m/z 41.05 46.62%
113.0
15.0 ‘ Ll 830 980 | 127.0 1420
miz> 10 % % 40 50 60 30 8 % 100 110 150 130 140
Abundance #19181: Octane, 2,6-dimethyl- A R Ran e S
57.0 5.80 6.00 6.20 6.40 6.60
m/z 56.05 33.29%
43.0 71.0
5000
29.0 113.0 U\/M
150 || ‘L L 80 970 T 1270 1420 ﬁumﬂmwﬂhdw
m/z--> 10 20 30 40 50 65 70 80 90 100 110 120 130 140 580 6.00 620 640 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 3 3-Ethylcyclopentanone Concentration Rank 17

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

6.46 8.07 ng 246020 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvlcvclopentanone 112 C7H120 010264-55-8 64
2 2-Octene 112 C8H16 000111-67-1 46
3 3-Octene. (2)- 112 C8H16 014850-22-7 43
4 3-Heptene. 3-methvl- 112 C8H16 007300-03-0 43
5 2-Octene, (2)- 112 C8H16 007642-04-8 43

Abundance Scan 743 (6.457 min): BF110741.D (-740) (-) m/z 55.05 100.00%
58.0 83.0
41.0
5000 112.1
71.0 S Y
98.1 6.20 6.40 6.60 6.80
..,....,....,....;.:..iu'!.:,...-:!....',.!|..,...-.",....,'....,.1.2]7.',1..1.‘.‘?:?.., m/z 83.05 91.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6501: 3-Ethylcyclopentanone
55.0 83.0
41.0
5000 27.0 112.0 6.20 6.40 6.60 6.80
70.0 m/z 57.10 83.81%
15.0 |“ ||‘| |I.| | m 1 97|0 N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6628: 2-Octene
55.0
41.0 RS SRR RREE RN
6.20 6.40 6.60 6.80
5000 70.0 m/z 41.05 79.93%
29.0 112.0
83.0
"ﬁﬁqw”ﬁ'“hj“w”JWH“W“'wh“lgn%'“w'HVH'w“'VHw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6634: 3-Octene, (2)- I e e
41.0 55.0 6.20 6.40 6.60 6.80
m/z 43.05 77.20%
70.0
5000 1120
27.0 83.0
"ﬁﬁqP“JP'”b'“ﬁH”l”MN”“fL”Ign?””I“'W”'W”'W”'W U SRR RN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 4 Benzene, 1,2,3-trimethyl- Concentration Rank 2

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

6.76 41.29 ng 1259140 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 794 (6.757 min): BF110741.D (-791) (-) m/z 105.10 100.00%
105.1
5000 120.1
390 510 g50 (70 910 6.40 6.60 680 7.00
VPO i O Y [N R m/z 120.10 41.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000 EAAASERARSENARSERRAS S

640 6.60 6.80 7.00
m/z 77.00 12.98%

0 300 510 650 7.0 910

150 27 , N
R R A R s s e s SR a s R a R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.01%

390 510 77.0  91.0
150 27.0 650 Wl

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.05 9.52%
5000 120.0
28.0 77.0
140 | H7 S0 eso %0 L
R R o B o IR E s B o o e R RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 5 Benzene, l-ethyl-3-methyl- Concentration Rank 18

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

7.00 7.91 ng 241254 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 835 (6.998 min): BF110741.D (-830) (-) m/z 105.05 100.00%
105.1
5000 120.1
L A
[rerrprrrTrT T T T Ty
390 51.0 @50 /70 9L0 139.0 6.60 6.80 7.00 7.20 7.40
et e e i e e | M/ 120.10 37.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 6.60 6.80 7.00 7.20 7.40

m/z 77.00 10.91%
27.0 390 510 g5 770 910
L o 1 il | 1 N
L R B RN IO o B o e e RN R a R LR na s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0

6.60 6.80 7.00 7.20 7.40
5000 m/z 91.00 9.03%

120.0

770 910
150 27.0 380 510 650 | ° "7 |

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

Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 106.10 7.91%
5000
120.0
150 270 390 510 650 770 91.0
. | 1 1l Il I Il
T T T e e e e e e

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\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 6 Indane Concentration Rank 5

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

7.12 21.92 ng 668561 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
3 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 60
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 60
5 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59

Abundance Scan 856 (7.122 min): BF110741.D (-853) (-) m/z 117.05 100.00%
117.1
5000
91.0
390 510 630 47, | 1030 6.80 7.00 7.20 7.40
L Ly T aatatst | [V m/z 118.05 54 _.49Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8951: Indane
117.0
5000 "|""|""|""|"\'A"|

6.80 7.00 7.20 7.40
m/z 115.00 30.58%

9L.0
150 270 390 510 €30 770 "1 1030

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8967: Benzene, cyclopropyl-
117.0
6.80 7.00 7.20 7.40
5000 91.0 m/z 91.05 15.30%
39.0 51.0 650 78.0 103.0
SN £ i AN M ST
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.00 7.63%
5000
91.0
390 510 650 770 ‘ 103.0
..,....,..23'.?....‘,....;‘;..‘l,:‘.‘..,...‘l,....‘,a...,;...,..l.‘,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7 Benzene, 1,2-diethyl- Concentration Rank 19

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

7.27 7.80 ng 237988 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 42
3 2-Nonene. (BE)- 126 C9H18 006434-78-2 38
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 30
5 p-Cymene 134 C10H14 000099-87-6 25

Abundance Scan 881 (7.269 min): BF110741.D (-876) (-) m/z 43.10 100.00%
2 50
711 105.1
5000 851 119.1
134.1
| “ I J | | 7.00 7.20 7.40 7.60
P | P 1 0 Y N m/z 57.05 78.84%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105.0 119.0
5000 910 1340 LA I L L L L L LB

7.00 7.20 7.40 7.60
m/z 41.10 68.64%

77.0
39.0 51.0
150 270 T7 CpT %80 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
1050 119.0
R R NEmEEEmae
7.00 7.20 7.40 7.60
5000 134.0 m/z 105.05 52.58%
91.0
77.0
.0 410 65.0
Sl v O U WSO O Y NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11517: 2-Nonene, (E)-
55.0 7.00 7.20 7.40 7.60
m/z 71.10 48.34%
41.0
5000 0.0 70.0
: 126.0
‘ 83.0 97.0
..,}?:9,...l,....h....,.Wﬂ.,..Jlﬂ....,Ju..,..Jl,..}}3'9.,...u,....,.. Al L LA e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 8 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

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

7.40 9.67 ng 294926 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 903 (7.398 min): BF110741.D (-900) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.0
39.0 51.0 65.0 77.0 10?'1 7.00 7.20 7.40 7.60 7.80
1S NS M WU | NN 1 NS M m/z 134.10 30.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
118.0
5000
134.0 7.00 7.20 7.40 7.60 7.80
m/z 91.05 17.84Y%
15.0 27.0 390 510 g5 77.0 910 1050 I |
| i 1l m Iy L1 nn
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 105.05 13.19%
134.0
91.0
150 270 410 530 690 770 | 1030 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0 7.00 7.20 7.40 7.60 7.80
m/z 120.10 9.73%
5000
91.0 134.0
77.0 105.0
150 27.0 390 510 €50 | AT
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

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

7.70 9.66 ng 368186 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 954 (7.698 min): BF110741.D (-952) (-) m/z 119.05 100.00%
119.1
5000 134.1
91.0
4|1| .0 53.0 65.0 77.0 | 1030 | 7.40 7.60 7.80 8.00
R T S I R LURARS m/z 134.05 41.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000

7.40 7.60 7.80 8.00
m/z 91.00 15.94%

91.0
150 27.0 410 530 650 770 | 1050 .
T 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 #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10 10.00%
39.0 91.0
150 270 7] 510 650 779 1030 ) |
T e e e e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene
119.0 7.40 7.60 7.80 8.00
m/z 41.05 7.65%
5000
134.0
o 91.0
270 410 530 630 770 | 1080 |
T T T T R R R e e R REEEE R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

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

7.73 12.51 ng 476988 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 p-Cvmene 134 C10H14 000099-87-6 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 959 (7.728 min): BF110741.D (-957) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 51.0 65.0 77.1 103.0 7.40 7.60 7.80 8.00
v WA Nt 1 | SO W m/z 134.10 39.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 91.00 17.58%
150 270 B0 510 @0 70 | umo ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10 11.00%

91.0
15.0 27.0 3%-0 51.0 65.0 77‘-0 1050 | |
| | | 1Ll 1l Il |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 77.10 8.19%
134.0
5000
91.0
150 27.0 390 510 650 77.0 | 1050 | 1, Mj\,h‘U
T T T T T T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 11 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 13

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

7.89 9.03 ng 344434 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 87
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87

Abundance Scan 987 (7.892 min): BF110741.D (-985) (-) m/z 117.05 100.00%
117.1
5000 1321

390 510 650 77.0 91|.o 1031 || | 7.60 7.80 8.00 8.20
S Y P TSP S Rttt | | M m/z 132.05 38.64Y%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
11y.0
5000
132.0 7.60 7.80 8.00 8.20
390 510 0 m/z 115.00 25.27%
S G U S A . P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
11y.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 131.10 20.91%

91.0
51.0 77.0 ‘
150 27.0 390 >%Y 650 ff | 1030 || |

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

Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
11y.0 7.60 7.80 8.00 8.20
m/z 91.05 12_.86%
5000 132.0
27.0 39.0 51.0 65.0 77.0 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 12 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3

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

7.96 23.87 ng 910367 Naphthalene-d8 8.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 89
3 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81

Abundance Scan 998 (7.957 min): BF110741.D (-993) (-) m/z 117.10 100.00%
117.1
5000 1321
91.0
39.0 51.0 65.0 77.0 103.0 1451 7.60 7.80 8.00 8.20
o} : m/z 132.10 37.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20
/z 119.05 30.39%
39.0 51.0 650 77.0 m
27.0 105.0
..,1..5.'(.),...'.,....|,....I:'..'.,:l!l..,.:'.ll',....',:...,:':'..,..I!,...'.,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.00 29.61%

91.0
51.0 77.0 ‘
150 27.0 390 >37 650 | 1030 |} ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 7.60 7.80 8.00 8.20
m/z 131.10 19.83%
132.0
5000
91.0
270 30 510 650 770 | 1030 Al
T P e e e e e
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 13 3,4-Dihydro-2-quinoxalinol Concentration Rank 8

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

9.20 12.67 ng 352048 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dihvdro-2-aquinoxalinol 148 C8H8N20 1000332-36-8 58
2 Benzene. (1l.1-dimethvipropvI)- 148 C11H16 002049-95-8 50
3 47 -Methvlpropiophenone 148 C10H120 005337-93-9 50
4 7-Methoxvmethvl-2.7-dimethvilcvcl... 164 C11H160 073992-48-0 49
5 2,4-Dimethylphenethyl alcohol 150 C10H140 006597-59-7 49

Abundance Scan 1209 (9.198 min): BF110741.D (-1206) (-) m/z 119.05 100.00%
119.1
5000 105.0
148.1
51.0 770 90 135.0 8.80 9.00 9.20 9.40 9.60
3 o42 ' 1641 m/z 105.00  41.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #23160: 3,4-Dihydro-2-quinoxalinol
118.0
5000 148.0
8.80 9.00 9.20 9.40 9.60
m/z 148.10 30.54%
30.0 520 00 92.0 |
26. 78.0 105.0 132.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22804: Benzene, (1,1-dimethylpropyl)-
118.0
91.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 120.10 21.27%
41.0 77.0 148.0
|140|27‘?‘|‘|T550|‘|m||‘195C|)“l1|330||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22640: 4'-Methylpropiophenone
119.0 8.80 9.00 9.20 9.40 9.60
m/z 91.00 18.93%
5000 91.0
65.0
148.0
26,0 390 520 780 | 1050 | 1330
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14 4-Ethylbenzoic acid Concentration Rank 4

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

9.23 23.73 ng 659048 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethvlbenzoic acid 150 C9H1002 000619-64-7 93
2 2-Methoxv-4-vinviphenol 150 C9H1002 007786-61-0 50
3 Benzoic acid. 3.4-dimethvl- 150 C9H1002 000619-04-5 49
4 2.3.5-Trimethvlanizole 150 C10H140 1000342-42-3 46
5 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 43

Abundance Scan 1214 (9.228 min): BF110741.D (-1211) (-) m/z 105.10 100.00%
105.1
150.1
5000
8.80 9.00 9.20 9.40 9.60
m/z 150.10 67 .99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24409: 4-Ethylbenzoic acid
106.0
135.0 150.0
5000
8.80 9.00 9.20 9.40 9.60
510 770 919 m/z 135.00 58 .59%
150 270390777630 | | || 1180 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24419: 2-Methoxy-4-vinylphenol
135.0 150.0
7.0 107.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 77.00 34 .36%
51.0
15.0 39.0
‘ 270 | M 63.0 ‘ 89.0
“W“'w“m\“JV“'LAmeWH“W““m'“v“h'}ﬁ¥PWHLV'“'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24453: Benzoic acid, 3,4-dimethyl- R e AL A e
105.0 150.0 8.80 9.00 9.20 9.40 9.60
m/z 107 .00 32.93%
5000
30.0 51.0 770 910 133.0
‘ ‘ 63.0
”q”.q””,”ﬂpﬂ.w”q“ﬂqdwm””m.”mﬂn.}ﬁ%equL“.Jﬂ”q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40 9.60
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\
BF110741.D
14 Nov 2018
Ju/sJ
J5921-08 20X

1:23

SP-UST-MIDDLE

24 Sample Multiplier: 1
> Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

15 3,5-Dimethylphenylacetic acid Concentration Rank 14

8270-BF110818.M Wed Nov 14 14:02:12 2018

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

9.51 8.81 ng 244604 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvilphenvlacetic acid 164 C10H1202 042288-46-0 81
2 2.5-Dimethviphenvlacetic acid 164 C10H1202 1000342-65-5 64
3 Pvridine. 5-ethenvl-2-methvl- 119 C8HON 000140-76-1 55
4 Benzene. 1-methvl-4-(1-methvlpro... 148 C11H16 001595-16-0 49
5 Ethyl 4-methylbenzoate 164 C10H1202 000094-08-6 49

Abundance Scan 1262 (9.510 min): BF110741.D (-1258) (-) m/z 119.05 100.00%
119.1
5000
9.20 9.40 9.60 9.80
m/z 164.10 52.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33336: 3,5-Dimethylphenylacetic acid
119.0
5000
164.0 9.20 9.40 9.60 9.80
91.0 105.0 m/z 91.00 43.32%
26,0 39-0 630 /0 133.0146.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33337: 2,5-Dimethylphenylacetic acid
119.0
920 9.40 9.60 9.80
5000 m/z 118.05 33.59%
164.0
91.0 105.0
39.0 o 10 ‘ ‘
'W“'wgge'““hm'ﬂ“'vd“l“h\“'w“'wﬂh'vmtt'}ﬁ%gﬁﬁﬁe'“v”“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #9142: Pyridine, 5-ethenyl-2-methyl-
119.0 9.20 9.40 9.60 9.80
m/z 149.10 32.33%
5000 91.0
270 | 5%-0 eﬁ.o 8.0 104.0 |
| 1 L Al | min
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\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 17 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 16

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

9.62 8.09 ng 224709 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.6-trimethvl- 164 C10H1202 000480-63-7 53
2 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 50
3 3-Allvl-6-methoxvphenol 164 C10H1202 000501-19-9 38
4 5-Benzothiazolamine., 2-methvl- 164 C8H8N2S 013382-43-9 35
5 1,4-Benzenediamine, N,N,N" ,N"-te... 164 C10H16N2 000100-22-1 32

Abundance Scan 1281 (9.622 min): BF110741.D (-1279) (-) m/z 146.05 100.00%
146.1 164.1
121.0
5000
77.0
103.1
51.0 6 ‘ %00 | | 9.40 9.60 9.80 10.00
.,....,....,....”'“ |II Iy .@.I.?.!': "'"I""'|""|I"|'|'|!"'|I""'|" m/Zz 164.10 90.94%
miz-> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #33356: Benzoic acid, 2,4,6-trimethyl-
146.0 164.0
5000
119.0 9.40 9.60 9.80 10.00
0
770 9101050 | m/z 149.05 70.87%
.|....|.2.Z.?....I||....||.'..‘. I‘.‘Ir” .'..ll'li...l.... .!l..l..l..l.... e
miz-> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #33350: Benzoic acid, 2,4,5-trimethyl-
1460 164.0
119.0 fx'”qﬁ'”l'”'l'”'l”'
9.40 9.60 9.80 10.00
5000 m/z 121.00 55.29%
510 77.0 9.0 105.0 ‘
e 200 680 ‘..‘ < B
miz-> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #33310: 3-Allyl-6-methoxyphenol
164.0 9.40 9.60 9.80 10.00
m/z 147.10 30.39%
149.0
5000 270
' 103.0 131.0
WH“P“WEZ?'“ﬁ?ﬂ““P“W““V“'““V“W““'“W“HV“W'“'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 18 Acetic acid, (2,4-xylyl)- Concentration Rank 6

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

9.74 18.24 ng 506663 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. (2.4-xvivD)- 164 C10H1202 006331-04-0 90
2 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 72
3 3.5-Dimethviphenvlacetic acid 164 C10H1202 042288-46-0 70
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 64
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 64

Abundance Scan 1301 (9.739 min): BF110741.D (-1294) (-) m/z 119.10 100.00%
119.1
5000
164.1
oo 770 0081 | o 540 950 580 1000
e e el gl TPOU100 L T77164.05 29 89%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33316: Acetic acid, (2,4-xylyl)-
119.0
5000
164.0 9.40 9.60 9.80 10.00
' m/z 91.00 17.75%
39.0 m070%0@$)q 146.0
miz--> 5 % 40 s 80 100 10 140 180
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
9.40 9.60 9.80 10.00
5000 m/z 120.10 11.74%
134.0
39.0 91.0
L3R LIPS0 T A
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33336: 3,5-Dimethylphenylacetic acid
119.0 9.40 9.60 9.80 10.00
m/z 105.05 10.64%
5000 164.0
- 91.0 105.0
||||]|-5|0||||3|9‘;‘0||‘||6|3|0|||“|||‘|||‘l‘||‘|“l||||il4|.6|0||||‘||| L mate b S
m/z--> 0 20 40 60 80 100 120 140 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 1H-Indene-5-carboxylic acid... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.26 9.10 ng 252647 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene-5-carboxvlic acid. 2.3... 162 C10H1002 1000337-61-3 94
2 3-Butenoic acid. 4-phenvl- 162 C10H1002 002243-53-0 91
3 trans-2-Phenvl-1-cvclopropanecar... 162 C10H1002 000939-90-2 72
4 trans-4-Phenvl-3-butenoic acid 162 C10H1002 001914-58-5 70
5 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 68
Abundance Scan 1390 (10.263 min): BF110741.D (-1382) (-) m/z 117.05 100.00%

117.1
5000
‘ 162.1

91.1
390 630 770 . 10.00 10.20 10.40 10.60
e LY L 38101950 ) 1770 70715 00 38.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32017: 1H-Indene-5-carboxylic acid, 2,3-dihydro-
117.0
162.0 10.00 10.20 10.40 10.60

m/z 162.05 32.31%

91.0 ‘
39.0 63.0
S TR /RS | o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31947: 3-Butenoic acid, 4-phenyl-
117.0

10.00 10.20 10.40 10.60

5000 162.0 m/z 91.10 11.78%
39.0 o0
63.0 77.0 ‘ \ 144.0
L I T I T I I I‘I T I T T I I T I‘ T I L I L I L I L I L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32028: trans-2-Phenyl-1-cyclopropanecarboxylic acid R REREEEEEE
117.0 10.00 10.20 10.40 10.60

m/z 118.10 10.26%

5000 162.0
91.0

390 630 77.0 ‘
180 ‘ \‘ H ‘H | \‘

m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60

144.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111318\

Data File : BF110741.D

Aca On : 14 Nov 2018 1:23

Operator : JU/SJ

Sample : J5921-08 20X e
Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 20 unknownl1l6.43 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.43 86.71 ng 1224960 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-2.3-hexadien-1-ol 112 C7H120 1000196-09-6 38
2 Thiophene. 2-pentvl- 154 C9H14S 004861-58-9 32
3 1H-Pvrazole. 5-ethvl-4_.5-dihvdro... 126 C7H14N2 021981-22-6 27
4 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 27
5 Oxalic acid, cyclohexylmethyl un... 340 C20H3604 1000309-68-8 27
Abundance Scan 2438 (16.427 min): BF110741.D (-2426) (-) m/z 57.10 100.00%
' 16.20 16.40 16.60 16.80
01 m/z 97.10 80.00%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6561: 4-Methyl-2,3-hexadien-1-ol
41.0 81.0 97.0
5000 AR UL UL UL B
16.20 16,40 16.60 16.80
65 m/z 113.10 68.91%
|I.|I 1 4 0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27776: Thiophene, 2-pentyl-
97.0
' 16.20 16.40 16.60 16.80
m/z 83.10 29.77%
5000 164.0 4
41.0
N J"lh"J'|§7;q' |b""|"h%2}'q' GRS SRR SRR BERAS BE NwWJavk_ﬂﬁmfj/ﬂ\\waxwwkaﬂvh
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11259: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl- R mEEEE RS S
97.0 16.20 16.40 16.60 16.80
m/z 99.10 24 _48%
5000
56.0
280 126.0
mz--> 20 60 80 100 120 140 160 180 200 220 16.20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF111318\

Data File : BF110741.D

Acq On : 14 Nov 2018 1:23 Instrument :
Operator : JU/SJ BNA_F

Sample 1 J5921-08 20X ClientSampleld :
Misc - SP-UST-MIDDLE
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
Quant Title : 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]
Benzene, 1,3-dime... 5.55 8.2 ng 251229 1 6.95 609964 20.0
Octane, 3,6-dimet... 6.17 7.4 ng 226427 1 6.95 609964 20.0
3-Ethylcyclopenta. .. 6.46 8.1 ng 246020 1 6.95 609964 20.0
Benzene, 1,2,3-tr... 6.76 41.3 ng 1259140 1 6.95 609964 20.0
Benzene, l-ethyl-_.. 7.00 7.9 ng 241254 1 6.95 609964 20.0
Indane 7.12 21.9 ng 668561 1 6.95 609964 20.0
Benzene, 1,2-diet... 7.27 7.8 ng 237988 1 6.95 609964 20.0
Benzene, 2-ethyl-_.. 7.40 9.7 ng 294926 1 6.95 609964 20.0
Benzene, 1,2,3,4-_.. 7.70 9.7 ng 368186 2 8.23 762647 20.0
Benzene, 1,2,4,5-._.. 7.73 12.5 ng 476988 2 8.23 762647 20.0
1H-Indene, 2,3-di... 7.89 9.0 ng 344434 2 8.23 762647 20.0
Benzene, 2-etheny... 7.96 23.9 ng 910367 2 8.23 762647 20.0
3,4-Dihydro-2-qui... 9.20 12.7 ng 352048 3 9.99 555529 20.0
4-Ethylbenzoic acid 9.23 23.7 ng 659048 3 9.99 555529 20.0
3,5-Dimethylpheny. .. 9.51 8.8 ng 244604 3 9.99 555529 20.0
Benzoic acid, 2,4... 9.62 8.1 ng 224709 3 9.99 555529 20.0
Acetic acid, (2,4... 9.74 18.2 ng 506663 3 9.99 555529 20.0
1H-Indene-5-carbo... 10.26 9.1 ng 252647 3 9.99 555529 20.0
unknownl16.43 16.43 86.7 ng 1224960 6 15.66 282548 20.0
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