LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 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-BF073018.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 4.325 331 338 341 rBV2 29762 43768 1.05% 0.079%
2 4.643 388 392 396 rVB 38123 44489 1.06% 0.080%
3 5.131 472 475 478 rBV 82306 76202 1.82% 0.137%
4 5.190 480 485 490 rBvV2 277532 346032 8.27% 0.622%
5 5.560 544 548 551 rBV3 81578 107729 2.58% 0.194%
6 5.596 551 554 567 rVV 1109843 1662411 39.74% 2.986%
7 5.772 582 584 587 rVB 54596 45695 1.09% 0.082%
8 5.813 587 591 594 rBV2 86721 87485 2.09% 0.157%
9 5.978 613 619 622 rBV2 84634 101789 2.43% 0.183%
10 6.113 634 642 649 rVB4 126667 164160 3.92% 0.295%
11 6.207 655 658 663 rVB 80163 87650 2.10% 0.157%
12 6.390 683 689 692 rBV3 46471 56343 1.35% 0.101%

13 6.484 702 705 708 rBv2 170381 188872 4_.51% 0.339%
14 6.554 714 717 720 rBV 190584 175983 4.21% 0.316%
15 6.601 720 725 730 rBV 627025 1019269 24.37% 1.831%

16 6.737 744 748 753 rBV 2945926 3230065 77.21% 5.802%
17 6.778 753 755 762 rVB 464534 573016 13.70% 1.029%
18 6.907 774 777 781 rVB3 70921 74821 1.79% 0.134%
19 6.960 783 786 792 rBV2 456842 703028 16.81% 1.263%
20 7.013 792 795 805 rvB 310200 441531 10.55% 0.793%

21 7.119 808 813 824 rBV 2787095 3463040 82.78% 6.220%
22 7.195 824 826 829 rvVv 321985 278523 6.66% 0.500%
23 7.225 829 831 835 rVvB 91771 84397 2.02% 0.152%
24 7.266 835 838 840 rBV 267572 248644 5.94% 0.447%
25 7.290 840 842 848 rVB 406358 351254 8.40% 0.631%

26 7.348 848 852 855 rBv2 177328 227898 5.45% 0.409%
27 7.413 860 863 865 rBvV 203229 163558 3.91% 0.294%
28 7.437 865 867 869 rBvV 116802 85963 2.05% 0.154%
29 7.484 869 875 878 rBvV 876255 927333 22.17% 1.666%
30 7.531 878 883 891 rBv2 1937593 2533771 60.57% 4 _.551%

31 7.590 891 893 897 rvB2 217687 246574 5.89% 0.443%
32 7.637 898 901 903 rBvV 177695 136766 3.27% 0.246%
33 7.695 908 911 913 rBV2 98522 95302 2.28% 0.171%
34 7.719 913 915 917 rvVv 420615 294760 7.05% 0.529%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 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-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.748 917 920 922 rVvV 232730 232233 5.55% 0.417%

36 7.795 926 928 930 rBV 55087 50387 1.20% 0.091%
37 7.831 930 934 936 rBVv3 122166 132896 3.18% 0.239%
38 7.884 939 943 946 rBV2 391249 391509 9.36% 0.703%
39 7.913 946 948 952 rvB2 170300 210306 5.03% 0.378%
40 7.972 953 958 961 rBV 1374435 1523513 36.42% 2.737%

41 7.995 961 962 966 rvB2 351792 245936 5.88% 0.442%
42 8.048 966 971 973 rBv2 232384 291502 6.97% 0.524%
43 8.078 973 976 978 rBV 187214 161027 3.85% 0.289%
44 8.095 978 979 983 rVB 194173 160456 3.84% 0.288%
45 8.178 986 993 995 rBV3 165204 302804 7.24% 0.544%

46 8.219 995 1000 1002 rBV 326801 424145 10.14% 0.762%
47 8.242 1002 1004 1008 rVvV 1050262 1270011 30.36% 2.281%
48 8.278 1008 1010 1013 rVB2 500424 433349 10.36% 0.778%
49 8.319 1013 1017 1019 rBV2 189342 196260 4.69% 0.353%
50 8.384 1025 1028 1031 rBV 249384 214384 5.12% 0.385%

51 8.431 1034 1036 1039 rBvV 384706 361255 8.64% 0.649%
52 8.478 1039 1044 1048 rvv3 340852 559141 13.37% 1.004%
53 8.513 1048 1050 1055 rvB3 237063 304567 7.28% 0.547%
54 8.554 1055 1057 1059 rBvV2 59013 64797 1.55% 0.116%
55 8.578 1059 1061 1064 rVB4 85710 93233 2.23% 0.167%

56 8.619 1064 1068 1073 rBV3 221227 327510 7.83% 0.588%
57 8.666 1073 1076 1078 rBV3 73467 78154 1.87% 0.140%
58 8.701 1079 1082 1086 rBvV2 186601 139191 3.33% 0.250%
59 8.742 1086 1089 1093 rBV2 556572 531432 12.70% 0.955%
60 8.795 1096 1098 1101 rVB 99477 76153 1.82% 0.137%

61 8.825 1101 1103 1108 rBv4 110472 133175 3.18% 0.239%
62 8.895 1110 1115 1118 rBV2 577759 621434 14.86% 1.116%
63 8.925 1118 1120 1123 rVB2 134264 111699 2.67% 0.201%
64 8.960 1123 1126 1130 rBV 176893 278944 6.67% 0.501%
65 9.007 1130 1134 1136 rBV3 148437 189532 4_.53% 0.340%

66 9.054 1140 1142 1145 rBV 483633 399686 9.55% 0.718%
67 9.160 1158 1160 1165 rVB4 304981 394052 9.42% 0.708%
68 9.201 1165 1167 1172 rVB3 204270 243490 5.82% 0.437%
69 9.248 1172 1175 1176 rBV2 119004 116908 2.79% 0.210%
70 9.319 1182 1187 1194 rBV 3875726 4183270 100.00% 7.514%

71 9.460 1209 1211 1215 rVB2 217832 225813 5.40% 0.406%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 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-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 9.578 1226 1231 1238 rBv6 223283 588836 14.08% 1.058%
73 9.654 1238 1244 1245 rBv4 309449 518952 12.41% 0.932%
74 9.707 1250 1253 1260 rVB 1005983 1172806 28.04% 2.107%
75 9.883 1276 1283 1287 rBVY 1142304 1937484 46.32% 3.480%

76 9.931 1288 1291 1297 rVvV2 538865 715979 17.12% 1.286%
77 10.001 1300 1303 1306 rVV 1280936 1208400 28.89%% 2.171%
78 10.036 1306 1309 1316 rVB 463502 512208 12.24% 0.920%
79 10.154 1323 1329 1333 rBV2 576230 869646 20.79% 1.562%
80 10.325 1353 1358 1363 rBV 705417 1075532 25.71% 1.932%

81 10.372 1363 1366 1371 rVV3 305178 368372 8.81% 0.662%
82 10.525 1384 1392 1395 rBV2 798921 2038707 48.73% 3.662%
83 10.695 1419 1421 1423 rBV2 92288 105779 2.53% 0.190%
84 10.760 1427 1432 1435 rBV3 307011 452433 10.82% 0.813%
85 10.801 1435 1439 1444 rBV 2216122 2577625 61.62% 4 _.630%

86 11.501 1554 1558 1573 rBV 796166 1057777 25.29% 1.900%
87 12.013 1641 1645 1653 rBV2 653154 706075 16.88% 1.268%
88 12.795 1775 1778 1788 rBV3 186850 243547 5.82% 0.437%
89 13.083 1823 1827 1843 rBV 3154326 3474521 83.06% 6.241%
90 13.960 1973 1976 1981 rBV 240939 241563 5.77% 0.434%

91 14.154 2005 2009 2018 rBV 647781 861340 20.59% 1.547%
92 15.689 2265 2270 2283 rVB 548054 901907 21.56% 1.620%

Sum of corrected areas: 55671764
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107899.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.19 9.84 ng 346032 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 23
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23

Abundance Scan 485 (5.190 min): BF107899.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR RN UL R
| 83.0 480 5.00 520 5.40 5.60
OHV“W““l“JMHWHMP'JVHw““V“H'“JHHVHW'“W““P“W“" m/z 59.00 66.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LA UL LS L
59.0 480 500 520 540 5.60
m/z 101.00 18.16%
31.0 g30 1010
OHV“W“”%“ﬁm“PWWH“V“w““V“wh“VHWH“VHWH“P“WH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540 560
5000 m/z 58.00 17.13%
410 101.0
210 1Ll 71.0 830
S B B LA A AL R AR RN LA LARAS LARR) SN ARAN UARR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methy!l- A B S LM
54.0 480 5.00 520 5.40 5.60
m/z 40.95 10.03%
5000
43.0
0 | 71080 980 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 1

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

6.74 91.89 ng 3230070 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.742 min): BF107899.D (-744) (-) m/z 132.00 100.00%
13p.0

—

5000
68.0
20.0 96.0 1150 6.40 6.60 6.80 7.00
0 : B B e m/z 68.00 34.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 670 LI L L L L L L LB L I

6.40 6.60 6.80 7.00
m/z 134.00 33.59%

01 : B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.24%
104.0
66.0
L o e o B o B B LA e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 13.18%
74.0
116.0
5000 98.0
S SSSNSSSEN MU VMO ¥ 1 O e
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1,2,3-trimethyl- Concentration Rank 6

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

6.78 16.30 ng 573016 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 72

Abundance Scan 755 (6.778 min): BF107899.D (-753) (-) m/z 105.05 100.00%
105.1
5000 120.1
390 510 g3 70 910 6.40 6.60 6.80 7.00 7.20
Obrrprrrr prrrr prrad e trrepatee bbb el | Tm/Zz 12010 41.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0

6.40 6.60 6.80 7.00 7.20
m/z 119.05 12.16%

o 390 510 g50 /70 910

15.0 27I. . L I | L i
o NSNS MR BN MBS B MM BN RN § RSB M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9402: Mesitylene
105.0
120.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 77.00 10.48%
Ot e e e e e e et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl- e T
105.0 6.40 6.60 6.80 7.00 7.20
0
120.0 m/z 91.00 9.11%
5000
77.0
oL 150 270 390 510 eso 70 90 | |
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1,3-diethyl- Concentration Rank 17

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

7.20 7.92 ng 278523 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 97
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 87
5 Benzene, 2- ethyl -1,3-dimethyl- 134 C10H14 002870-04-4 83

Abundance Scan 827 (7.201 min): BF107899.D (-824) (-) m/z 119.10 100.00%
105.1 119.1
5000 134.1
91.0
77.0
390 510 650 ' | 6.80 7.00 7.20 7.40 7.60
Obrrrrrrr prrrr s e bt el et e Tm/z 105.05 97.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40 7.60
770 910 m/z 134.10 51.61%
27.0 390 510 g50 '
0'w'“'w'“v'“”“'ﬂb“'vu“l“Jl“'w'”'vL'w”“l““l““w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14838: Benzene, 1,4-diethyl-
119.0
105.0
6.80 7.00 7.20 7.40 7.60
5000 134.0 m/z 91.00 23.63%
91.0
0 502”)4“)%06m)7f Ll I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 14.13%
5000 134.0
91.0
150 270 3P 510 650 77\"\0 ‘ il
0|||||||||||||||||||||||‘||||||||||||‘||||||| ””””“\””” = N — — —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 o0-Cymene Concentration Rank 18

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

7.27 7.07 ng 248644 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 839 (7.272 min): BF107899.D (-835) (-) m/z 119.10 100.00%
119.1
5000 105.1 134.1
91.0
390 51.0 650 /7-0 ‘ 7.00 7.20 7.40 7.60
o v S O R T 1 O m/z 134.10 41.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
118.0
5000
134.0 7.00 7.20 7.40 7.60
91.0 m/z 105.05 37.67%
oL 150 27.0 410 g3 650 770 | 1030
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7.00 7.20 7.40 7.60
5000 m/z 91.00 28.90%
134.0
91.0
o 150 27.0 410 539 630 770 1030 |,
mz-> 10 2 % 40 % 60 75 8 90 1060 110 10 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0 7.00 7.20 7.40 7.60
m/z 77.00 10.71%
5000
134.0
HOZH)ﬁOSU)GM)ﬁo %Olfﬂ ‘
o) N SN N N A ‘.‘... Y PR PSS OSSN T RS Y| R S VAL AL AT DA
miz--> T 2 3 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF073018.M Thu Aug 02 11:27:25 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1,2-diethyl- Concentration Rank 10

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

7.29 9.99 ng 351254 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 87
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 83
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 83
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 83

Abundance Scan 842 (7.290 min): BF107899.D (-840) (-) m/z 105.10 100.00%
106.1
119.1

5000

7.00 7.20 7.40 7.60

0 m/z 119.10 78.83%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14837: Benzene, 1,2-diethyl-
105.0 119.0
5000 134.0
9L.0 7.00 7.20 7.40 7.60
77.0 m/z 134.10 53.30%
390 630
15.0 ] am f n I
- TTTT IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 91.00 30.85%
134.0
39.0 77.0 91.0 105.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119.0 7.00 7.20 7.40 7.60
m/z 117.00 20.54%
134.0
5000
91.0
! 39\0 530 77\0 ‘ 10?0 Ll \\
O rrrrrrrrprerr et e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 7.00 7.20 7.40 7.60

8270-BF073018.M Thu Aug 02 11:27:26 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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, l-ethyl-3-(1-methy... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7559 7.01ng 246574  1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. 1-ethvl-3-(1-methvlethvl)- 148 C11H16 004920-99-4 93

1000131-87-6 76
001758-85-6 70
001074-92-6 70

2-methvl-3-phenvl- 148 C10H120
2.4-diethyvl-1-methvl- 148 C11H16

2 Propanal.
3 Benzene.

4 2-tert-Butvltoluene

5 Benzene, l-methoxy-2-(1-methylet... 148 C10H120

148 C11H16

010278-02-1 68

Abundance Scan 893 (7.590 min): BF107899.D (-891) (-) m/z 105.10 100.00%
106.1 133.1
5000 148.1
oLl 119.1
77.0
“f 55.0 || | | 7.20 7.40 7.60 7.80 8.00
o4 N Y L O TSI RO 11 PV RN ) m/z 133.10 92.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)-
138.0
5000
105.0 148.0 7.20 7.40 7.60 7.80 8.00
91.0 119.0 m/z 148.10 41 _.47%
77.0
o.w.”.,”.w.”?iénfigwéﬁgp.lh.”.“..WJA.,”UW..”,”..“.HHH.W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22668: Propanal, 2-methyl-3-phenyl-
138.0 1480
105.0 7.20 7.40 7.60 7.80 8.00
5000 770 m/z 91.10 39.11%
119.0
510 91.0
wo | L
0 | I AN H\‘ 1], L. | ‘ H
R R RRA Rl ot T R T R e A S R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133.0 7.20 7.40 7.60 7.80 8.00
119.0 m/z 119.10 32.06%
5000 148.0
i 9.0 1050
39.0
BBl P Y S Y T N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80 8.00

8270-BF073018.M Thu Aug 02 11:27:27 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 4

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

7.97 23.99 ng 1523510 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 70
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 70
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 70
5 o-Cymene 134 C10H14 000527-84-4 70

Abundance Scan 958 (7.972 min): BF107899.D (-953) (-) m/z 119.05 100.00%
119.1
5000 134.1

7.60 7.80 8.00 8.20 8.40

91.0
51.0 65.0 77.0 1051 |

N SR O Pl 11 RO 1601 m/z 134.10 41.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000
7.60 7.80 8.00 8.20 8.40
0
39.0 650 770 910 o m/z 117.05 39.58%
0.q””Eﬁeuﬂh”pgqu”pJq”wh”ifq””.HWJ”PHWHHPHW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
34.0 7.60 7.80 8.00 8.20 8.40
5000 134. m/z 91.00 20.34%
91.0
T 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 #14866: Benzene, 1,2,4,5-tetramethyl- R e LR E
119.0 7.60 7.80 8.00 8.20 8.40
m/z 115.00 16.68%
134.0
5000
91.0
39.0 65 o 77. 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40

8270-BF073018.M Thu Aug 02 11:27:27 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

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

8.48 8.81 ng 559141 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 90
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 81
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 72
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 72
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64

Abundance Scan 1044 (8.478 min): BF107899.D (-1039) (-) m/z 131.10 100.00%
131.1
5000
146.1
91.0 117.1
39.0 51.0 63.0 77.0 | 103.1 |||| i 162.1 8.20 8.40 8.60 8.80
Olrrprrrrprer et e et e m/z 146.10 27 .70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000
146.0 8.20 8.40 8.60 8.80
91.0 118.0 m/z 91.00 23.68%
27.0 390 51.0 650 77.0 104.0 Wl
O e B S L e L R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
60 820 840 8.60 8.80
5000 ' m/z 117.10 18.64%
9.0 1150
0 51\'0 6\5\0 77\'0 ‘ 103\'0 ‘\\ IL] Il
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0 8.20 8.40 8.60 8.80
m/z 115.00 18.21%
5000
910 . 146.0
27.0 39.0 51.0 64,0 77.0 1030
0”'”\"”'\””\'\'”I\l\””l\l””””le"””I\I”I\Iw”””lwlllll S S ARG LA A A S—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

8270-BF073018.M Thu Aug 02 11:27:28 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

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

8.74 8.37 ng 531432 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 90
4 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2 074663-81-3 83
5 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 64

Abundance Scan 1089 (8.742 min): BF107899.D (-1086) (-) m/z 131.10 100.00%
118.1 1811
146.1
5000

39.0 51.0 65.0 77-0 8.40 8.60 8.80 9.00

(o)
=
o

162.1
Obrprrrrprrrprrrr el ,...'.",'."...,..|.|.,....,=...,... m/z 118.05 81.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118.0131.0
146.0
5000
105.0 8.40 8.60 8.80 9.00
91.0 m/z 146.10 68.62%
270 390 510 g50 77.0 | ” |
Ow”m“”w””w”.ﬂhﬂnhnnpn.thihunmnwm”“”w””“”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118.0131.0
146.0
8.40 8.60 8.80 9.00
m/z 117.05 42 .15%
5000 91 . 105.0
27.0 390 510 639 77.0 H
‘ \‘\ \‘H \‘\\ m‘h 1L I ‘\‘ M
ow””“”w””“”.””.”.””“”..”.”w””“”w”.“”w””“”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene R R RLARaE LR
146.0 8.40 8.60 8.80 9.00
m/z 105.10 32.37%
118.0
5000 131.0
91.0
700510 070 | 0 ||
o) B A PR [N 1 SN | S — e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00

8270-BF073018.M Thu Aug 02 11:27:28 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12

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

8.90 9.79 ng 621434 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 002809-64-5 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
3 Benzene. (l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 76
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 70
5 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 70

Abundance Scan 1116 (8.901 min): BF107899.D (-1110) (-) m/z 131.10 100.00%
1311
146.1
5000
8.60 8.80 9.00 9.20
o I 22 a7z 118.05  66.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
13L'0146.0
5000
8.60 8.80 9.00 9.20
m/z 146.10 56.27%
0 U DRI SR O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
1310 1460
8.60 8.80 9.00 9.20
0
5000 ]DSO m/z 117.05 35.59%
39.0 g3 77 o ‘ ‘ |
0 ---|-‘---‘|‘--“¥‘- TN \\ ..‘a.,.‘...‘,.‘.M.,‘.‘...,....,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21622: Benzene, (1-ethyl-2-propenyl)- T e
118.0 8.60 8.80 9.00 9.20
m/z 105.05 27.61%
5000 91.0
77.0
51.0 146.0
2 M \‘ | 142-0
Ouuulu‘l‘kul‘..‘” M| | .|l‘... .‘.‘l.lu‘...luuuulu e o e R
m/z--> 20 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF073018.M Thu Aug 02 11:27:29 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown9.16 Concentration Rank 20

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

9.16 6.52 ng 394052 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexa-2.4-dienvlbenzene 158 C12H14 079482-86-3 25
2 3-Penten-2-one. 4-(methvlamino)- 113 C6H11NO 014092-14-9 18
3 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 15
4 5H-Benzocvcloheptene. 6.7-dihvdro- 144 C11H12 007125-62-4 15
5 1,4-Di(methyl-d3)benzene-d4 116 C8D10 041051-88-1 14

Abundance Scan 1160 (9.160 min): BF107899.D (-1158) (-) m/z 98.10 100.00%
.0 9d.1
5000
880 9.00 920 9.40
o} m/z 55.00 90.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #29704: Hexa-2,4-dienylbenzene
129.0
5000 AR R L R
143.0 158.0 8.80 9.00 9.20 9.40
39.0 65.0 91.0 115.0 m/z 129.10 71.39%
0'P”W””h'?ﬁgﬁ“”P'ﬁb”hL'WH”'JW'JJ“”N”"“W””P'”P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6956: 3-Penten-2-one, 4-(methylamino)-
9d.0
1130 AR R R
8.80 9.00 9.20 9.40
5000 56.0 m/z 41.00 65.84%
31.0
O'VHw'“wm“vm4VHﬁe“8f9'J"“'J“V“'“'WH“V“'V“W““V
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #29711: Benzene, 1,3-hexadienyl- A BT o e
129.0 8.80 9.00 9.20 9.40
m/z 132.00 63.08%
5000
158.0
115.0 143.0
7090 | eomo P ||
0'va““ﬁ“ﬂ““VMWH“V“W““P“W““V“W““H“W““V“W““v AR R R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.80 9.00 9.20 9.40

8270-BF073018.M Thu Aug 02 11:27:30 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 Naphthalene, 2,6-dimethyl- Concentration Rank 13

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

9.58 9.75 ng 588836 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 90

Abundance Scan 1231 (9.578 min): BF107899.D (-1226) (-) m/z 156.10 100.00%
15p.1
141.1

109.1

5000

9.20 9.40 9.60 9.80

of m/z 141.10 65.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0
141.0

5000

920 9.40 9.60 9.80
m/z 109.10 60.71%

01
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
141.0
T T
9.20 9.40 9.60 9.80
5000 m/z 155.10 40.33%
115.0
51.0
0 ”.,?TQ.H..u.fh..M,.;P?P”.ﬁ,.w..ut.$\,....,.”.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28474: Naphthalene, 1,7-dimethyl-
141.0156.0 9.20 9.40 9.60 9.80
' m/z 55.00 29.49%
5000
115.0
77.0
S oW - | Y S —
m/z--> 20 40 60 80 100 120 140 160 180 9. 20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Naphthalene, 1,6-dimethyl- Concentration Rank 15

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

9.65 8.59 ng 518952 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1243 (9.648 min): BF107899.D (-1238) (-) m/z 156.10 100.00%
56.1

141.1

5000

9.40 9.60 9.80 10.00

Of m/z 141.10 78 .33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0
141.0

5000

9.40 9.60 9.80 10.00
m/z 119.10 44 _51%

04
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28485: Naphthalene, 2,3-dimethyl-
156.0
141'0 IIIIIIIIIIIIIIIIIIIIIII
9.40 9.60 9.80 10.00
5000 m/z 155.10 32.94%
0 760 1150
270 %10 ) P e10 |l
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28498: Naphthalene, 1,4—dimethy|— L B L B B B
156.0 9.40 9.60 9.80 10.00
141.0 m/z 164.10 30.58%
5000
115.0
77.0 ‘
o220 S0 TR e Loy ol
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzene, 1l-ethyl-4-(1-methy... Concentration Rank 3

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

9.88 32.07 ng 1937480 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 80
2 Benzoic acid. 3.4-dimethvl-. eth... 178 C11H1402 033499-44-4 80
3 Mesitvlacetic acid 178 C11H1402 004408-60-0 78
4 4-tert-Butvltoluene 148 C11H16 000098-51-1 72
5 4-Ethylbenzoic acid, ethyl ester 178 C11H1402 036207-13-3 64

Abundance Scan 1282 (9.878 min): BF107899.D (-1276) (-) m/z 133.10 100.00%
138.1
5000 105.1
178.1
510 77.0 9.60 9.80 10.00 10.20
ol 380550 e Ll 163 .|~, | m/z 105.05 45.99%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
105.0 148.0 9.60 9.80 10.00 10.20

m/z 178.10 21.79%

o 15.0 4.]."0 ,58.0, 77|'|0 | .‘. |I| ‘.
S T B o B s B
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #43856: Benzoic acid, 3,4-dimethyl-, ethyl ester

133.0

9.60 9.80 10.00 10.20

5000 m/z 91.00 14 .50%
105.0 150.0 178.0
77.0
27.0 5]-\.0 ‘\‘ L i ‘ | L
| SN oS ARV SHS RS NS WS MM
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #43734: Mesitylacetic acid R B B e
133.0 9.60 9.80 10.00 10.20

m/z 117.10 12.21%

5000

178.0

390 650 9.0 1450
150 %0 L T 1600

T ! MMM et e e e e

m/z--> 0 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Benzeneacetaldehyde, 2-meth... Concentration Rank 9

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

9.93 11.85 ng 715979 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. 2-methoxv-.... 178 C11H1402 053155-90-1 53
2 3-Ethvl-7-hvdroxvphthalide 178 C10H1003 000485-26-7 35
3 2-(1-Cvclohexenvl)cvclohexanone 178 C12H180 001502-22-3 25
4 Formic acid. 2-(3-nitrophenvlet... 195 C9H9NO4 1000368-22-2 25
5 2-Acetylbenzoic acid 164 C9H803 000577-56-0 22

Abundance Scan 1291 (9.931 min): BF107899.D (-1288) (-) m/z 149.10 100.00%
149.1
5000 1781
770 910
115.0 132.1 1451 9.60 9.80 10.00 10.20
o} m/z 145.10 65.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43900: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethyl-
149.0
5000 L R N BN SUUE
1.0 9.60 9.80 10.00 10.20
o | 190 o 178.0 m/z 178.10  48.01%
I il OV P Wl '-'|. e lasso |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43567: 3-Ethyl-7-hydroxyphthalide
149.0
'9.60 9.80 10.00 10.20
0
5000 1o 178.0 m/z 161.10 41 .45%
39.0 65.0 93.0
o | | N |
|""|""|""|""|""|""|""|""|"'
m/z--> 20 40 80 100 120 140 160 180
Abundance #44009: 2-(1-Cyclohexenyl)cyclohexanone
149.0 9.60 9.80 10.00 10.20
m/z 91.00 37.57%
178.0
5000 79.0
41.0 135.0
270 ‘ T-O 107.0121.0 ‘
0 T ‘\M \M ‘\H\ 'H‘H : HHN‘\I ﬁh‘l“.‘.“i“‘. .‘.“l‘l .“‘H‘. |1?3|(|)| l“l ——r N EAREE RS RS
m/z--> 20 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Cyclopropanecarboxylic acid... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.15 14.39 ng 869646 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. 1-p... 162 C10H1002 006120-95-2 87
2 trans-2-Phenvl-1-cvclopropanecar... 162 C10H1002 000939-90-2 81
3 trans-4-Phenvl-3-butenoic acid 162 C10H1002 001914-58-5 62
4 1H-Indene-5-carboxvlic acid. 2.3... 162 C10H1002 1000337-61-3 53
5 3-Butenoic acid, 4-phenyl- 162 C10H1002 002243-53-0 53
Abundance Scan 1328 (10.148 min): BF107899.D (-1323) (-) m/z 117.10 100.00%
1171
5000 1621
144.0
— 550 10,00 1020 1040
ol i 281 Tm/z 115,05 69.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #32008: Cyclopropanecarboxylic acid, 1-phenyl-
162.0
117.0
5000 UM B
144.0 9.80 10.00 10.20 10.40
oL0 ' m/z 162.10 51.42%

18.0 39.0 57.0 750

(o IR o o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #32028: trans-2-Phenyl-1-cyclopropanecarboxylic acid
117.0
9.80 10.00 10.20 10.40
5000 162.0 m/z 116.00 51.12%
91.0 144.0
390 630
0 18'0‘ ‘ . \“ A li L, m‘ | I il
B T o o B o o o S B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #31964: trans-4-Phenyl-3-butenoic acid
117.0 9.80 10.00 10.20 10.40
m/z 144 .00 32.67%
5000 162.0
91.0
39.0
ol 0 e R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl10.32 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.32 17.80 ng 1075530 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazol-5-amine. 3-methvl- 147 C8HON3 1000338-20-2 47
2 Benzene. 1.3.5-triethvl- 162 C12H18 000102-25-0 47
3 Benzene. 1.4-bis(l-methvlethvl)- 162 C12H18 000100-18-5 47
4 1-Hvdroxvinden-3-one-1-carboxvli... 192 C10H804 1000215-33-8 46
5 o-Diacetylbenzene 162 C10H1002 000704-00-7 41
Abundance Scan 1357 (10.319 min): BF107899.D (-1353) (-) m/z 147.05 100.00%
147.1
5000
o910 1171
43.0 163.1 192.1 ARAREARRARRARARA RARES
65.0 1391 10.00 10.20 10.40 10.60
0 m/z 117.10 34.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22490: 1H-Indazol-5-amine, 3-methyl-
147.0
5000 NN BN SRS
10.00 10.20 10.40 10.60
290 1050 m/z 91.00 30.96%
52.0 ' 120.0 |
I 1/ NSO SN M o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32249: Benzene, 1,3,5-triethyl-
147.0
10.00 10.20 10.40 10.60
5000 162.0 m/z 192.10 21.69%
29.0 105.0
51 o 77.0 ‘
oL 14#0 M H ‘H‘lll“‘lll‘l|I‘l‘l|U‘||1=3|9||l|||‘|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32279: Benzene, 1,4-bis(1-methylethyl)-
147.0 10.00 10.20 10.40 10.60

m/z 105.05 21.27%

5000
119.0 162.0
43.0 91.0

27
2?0yl 880 [ L]

0...w....“...pm..,..”,...h..u.,”..,.”.,...w. e R R EE e

m/z--> 20 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 3-Pentenoic acid, 4-phenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.52 33.74 ng 2038710 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 72
2 3-Phenvl-4.5-dimethvl-2.1-oxabor... 202 C13H19BO 1000062-26-1 50
3 Propanedinitrile. (2.3-dihvdro-1... 196 C13H12N2 069564-96-1 49
4 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 47
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 47
Abundance Scan 1391 (10.519 min): BF107899.D (-1384) (-) m/z 131.10 100.00%
1311
5000 176.1
910 1150
161.1
51.0 10.20 10.40 10.60 10.80
0 LA b 29212071 077176 10 39.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131.0
176.0
5000
91.0 10.20 10.40 10.60 10.80
510 115.0 m/z 115.00 29.46%
0 ' 158.0 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #62730: 3-Phenyl-4,5-dimethyl-2, 1-oxaborolane
131.0
10.20 1040 10,60 10.80
5000 m/z 91.00 25.06%
146.0
91.0
oL 210 s3peso | 1RO || 2020
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58177: Propanedinitrile, (2,3-dihydro-1-methyl-1H-inden-1... R R mamn
131.0 10.20 10.40 10.60 10.80
m/z 117.10 20.60%
5000
91.0 115.0
0 27.0 5}"0 | 75'\0 \‘ L ‘ \H\‘ 153.0168.0 196'0
m/z--> 20 40 60 80 100 120 140 160 180 200 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080118\
Data File : BF107899.D

Aca On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample : J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.01 13.35 ng 706075 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1645 (12.013 min): BF107899.D (-1641) (-) m/z 60.00 100.00%

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_
1711 256.2 11.60 11.80 12.00 12.20 12.40

7 50. 92. 3.1

(o} m/z 73.00 98.67%

0
5000 1291
83.0 213.2
39
20 40 60

m/z-->
Abundance

80 100 120 140 160 180 200 220 240 260

#72643: Tridecanoic acid
73.0

6
5000 129.0 e S
11:60 11.80 12.00 12,20 12.40
Lﬂ : m/z 43.00 91.50%
Mw :
60

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

-

o]
Q
o

11.60 11.80 12.00 12.20 12.40

5000 129.0 m/z 57.00 87.41%
83.0
157.0 1850 213.0 256.0
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e R R e
43.0 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 79.60%
5000 129.0

5

150J

o.”,.”.“.. S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080118\
Data File : BF107899.D

Acq On : 1 Aug 2018 19:50

Operator : JU/SJ

Sample - J4256-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 9.8 ng 346032 1 6.97 703028 20.0
unknown6.74 6.74 91.9 ng 3230070 1 6.97 703028 20.0
Benzene, 1,2,3-tr... 6.78 16.3 ng 573016 1 6.97 703028 20.0
Benzene, 1,3-diet... 7.20 7.9 ng 278523 1 6.97 703028 20.0
o-Cymene 7.27 7.1 ng 248644 1 6.97 703028 20.0
Benzene, 1,2-diet... 7.29 10.0 ng 351254 1 6.97 703028 20.0
Benzene, 1-ethyl-.._. 7.59 7.0 ng 246574 1 6.97 703028 20.0
Benzene, 1,2,3,5-... 7.97 24_.0 ng 1523510 2 8.24 1270010 20.0
Naphthalene, 1,2,... 8.48 8.8 ng 559141 2 8.24 1270010 20.0
Naphthalene, 1,2,... 8.74 8.4 ng 531432 2 8.24 1270010 20.0
Naphthalene, 1,2,... 8.90 9.8 ng 621434 2 8.24 1270010 20.0
unknown9.16 9.16 6.5 ng 394052 3 10.00 1208400 20.0
Naphthalene, 2,6-... 9.58 9.8 ng 588836 3 10.00 1208400 20.0
Naphthalene, 1,6-... 9.65 8.6 ng 518952 3 10.00 1208400 20.0
Benzene, l-ethyl-_._. 9.88 32.1 ng 1937480 3 10.00 1208400 20.0
Benzeneacetaldehy. .. 9.93 11.9 ng 715979 3 10.00 1208400 20.0
Cyclopropanecarbo... 10.15 14_.4 ng 869646 3 10.00 1208400 20.0
unknown10.32 10.32 17.8 ng 1075530 3 10.00 1208400 20.0
3-Pentenoic acid,... 10.52 33.7 ng 2038710 3 10.00 1208400 20.0
Tridecanoic acid 12.01 13.4 ng 706075 4 11.50 1057780 20.0
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