LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF072018_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 height area % max. total
1 5.190 480 485 491 rBvV2 215473 313632 5.94% 0.488%
2 5.384 512 518 521 rBV3 45439 62036 1.17% 0.097%
3 5.507 535 539 545 rBvY 52866 84328 1.60% 0.131%
4 5.595 551 554 563 rBV 1156623 1791493 33.92% 2.789%
5 5.754 578 581 583 rvB2 67941 68066 1.29% 0.106%
6 5.984 613 620 622 rBv2 132461 170798 3.23% 0.266%
7 6.119 640 643 646 rvB2 136392 123735 2.34% 0.193%
8 6.195 652 656 657 rBv2 120991 131749 2.49% 0.205%
9 6.248 663 665 668 rvB 100688 84571 1.60% 0.132%
10 6.295 668 673 675 rBv4 38820 63722 1.21% 0.099%

11 6.395 679 690 693 rBVv5 101763 208331 3.94% 0.324%
12 6.484 702 705 711 rBvV2 206811 253819 4.81% 0.395%

13 6.560 714 718 720 rBv4 66068 83813 1.59% 0.130%
14 6.601 720 725 732 rBV 632206 1256773 23.80% 1.957%
15 6.678 736 738 744 rVB4 71976 79157 1.50% 0.123%

16 6.737 744 748 755 rBV 3297264 4066556 77 .00% 6.331%
17 6.837 762 765 767 rBV3 87001 68789 1.30% 0.107%
18 6.907 774 777 781 rBV5 139257 164032 3.11% 0.255%
19 6.960 783 786 794 rvv2 678385 949589 17.98% 1.478%
20 7.090 805 808 809 rBvV 171220 153255 2.90% 0.239%

21 7.119 809 813 820 rVV 3423749 4190957 79.36% 6.525%
22 7.172 820 822 824 rvVB2 99834 81402 1.54% 0.127%
23 7.201 824 827 829 rBV2 265456 272541 5.16% 0.424%
24 7.289 837 842 849 rBV3 435997 485151 9.19% 0.755%
25 7.348 849 852 854 rBv2 286472 272310 5.16% 0.424%

26 7.413 861 863 866 rBv2 102515 104405 1.98% 0.163%
27 7.484 867 875 878 rBv2 855326 1387156 26.27% 2.160%
28 7.531 878 883 888 rvv 2503712 3313171 62.74% 5.158%
29 7.595 891 894 897 rVB3 472257 510559 9.67% 0.795%
30 7.642 899 902 903 rBvV 207376 186450 3.53% 0.290%

31 7.719 913 915 918 rBV 370947 308416 5.84% 0.480%
32 7.748 918 920 921 rBV 168213 132847 2.52% 0.207%
33 7.819 926 932 933 rBV2 226666 294693 5.58% 0.459%
34 7.884 939 943 947 rBV3 550602 743807 14.08% 1.158%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.978 953 959 961 rBvV 954160 1217896 23.06% 1.896%

36 7.995 961 962 966 rvVv 463061 378087 7.16% 0.589%
37 8.042 966 970 973 rvv2 359146 541546 10.25% 0.843%
38 8.101 977 980 982 rvVv 311142 270373 5.12% 0.421%
39 8.131 982 985 987 rBv3 112834 136558 2.59% 0.213%
40 8.178 987 993 997 rvv3 526640 808174 15.30% 1.258%

41 8.225 997 1001 1002 rvVv 411093 474552 8.99% 0.739%
42 8.242 1002 1004 1008 rvv2 1593082 2045771 38.74% 3.185%
43 8.278 1008 1010 1014 rVB 830241 779708 14.76% 1.214%
44 8.319 1014 1017 1019 rBV3 308061 289040 5.47% 0.450%
45 8.354 1019 1023 1025 rVvB2 217786 268296 5.08% 0.418%

46 8.384 1025 1028 1031 rBV3 269763 350433 6.64% 0.546%
47 8.431 1034 1036 1039 rBvV 367437 323318 6.12% 0.503%
48 8.484 1041 1045 1048 rvv4 593648 797010 15.09% 1.241%
49 8.519 1048 1051 1056 rVB3 433647 597625 11.32% 0.930%
50 8.554 1056 1057 1059 rBvV 71675 59880 1.13% 0.093%

51 8.589 1059 1063 1064 rBv4 211051 286320 5.42% 0.446%
52 8.619 1066 1068 1070 rVvVv 149294 112726 2.13% 0.176%
53 8.642 1070 1072 1075 rVB 524078 386950 7.33% 0.602%
54 8.672 1075 1077 1079 rBvV2 191295 169770 3.21% 0.264%
55 8.701 1079 1082 1086 rVvB3 325050 299268 5.67% 0.466%

56 8.736 1086 1088 1090 rVB3 147665 107101 2.03% 0.167%
57 8.778 1093 1095 1096 rBV 180330 133843 2.53% 0.208%
58 8.842 1103 1106 1108 rBV3 185448 165239 3.13% 0.257%
59 8.901 1111 1116 1119 rVV4 765521 934670 17.70% 1.455%
60 8.931 1119 1121 1127 rVB5 396525 443756 8.40% 0.691%

61 8.983 1127 1130 1132 rBV3 286828 302709 5.73% 0.471%
62 9.019 1133 1136 1139 rBv4 240169 347318 6.58% 0.541%
63 9.060 1139 1143 1145 rVV3 934989 1028831 19.48% 1.602%
64 9.095 1147 1149 1152 rVvVv2 317374 298576 5.65% 0.465%
65 9.131 1153 1155 1159 rVB4 422180 491896 9.31% 0.766%

66 9.183 1159 1164 1166 rBV3 399487 608095 11.51% 0.947%
67 9.242 1172 1174 1178 rBV3 438001 432411 8.19% 0.673%
68 9.319 1182 1187 1190 rBV 4935689 5281071 100.00% 8.222%
69 9.460 1206 1211 1214 rBV3 317807 607482 11.50% 0.946%
70 9.589 1231 1233 1235 rBV3 259551 238605 4._.52% 0.371%

71 9.666 1241 1246 1249 rBv4 796330 1168411 22.12% 1.819%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 9.701 1250 1252 1258 rVB2 554755 824239 15.61% 1.283%
73 9.978 1292 1299 1301 rBV 586791 1048680 19.86% 1.633%
74 10.001 1301 1303 1308 rVV 1458346 1348610 25.54% 2.100%
75 10.048 1308 1311 1314 rVB 532939 563363 10.67% 0.877%

76 10.336 1354 1360 1361 rBV3 428362 726226 13.75% 1.131%
77 10.701 1419 1422 1427 rBV5 204123 330722 6.26% 0.515%
78 10.778 1431 1435 1436 rVV 1266545 1465457 27.75% 2.282%
79 10.801 1436 1439 1451 rVB 2595992 3516595 66.59% 5.475%
80 11.377 1535 1537 1542 rVB2 233198 223242 4.23% 0.348%

81 11.495 1554 1557 1564 rBV 1056500 1068481 20.23% 1.664%
82 12.013 1642 1645 1655 rVB 630480 686722 13.00% 1.069%
83 12.789 1775 1777 1786 rVB 199692 216048 4._.09% 0.336%
84 13.077 1822 1826 1839 rBV 3370476 3793582 71.83% 5.906%
85 13.954 1972 1975 1980 rBV 136472 140140 2.65% 0.218%

86 14.148 2004 2008 2015 rBV 953864 1090507 20.65% 1.698%
87 14.977 2146 2149 2154 rVB 277916 283081 5.36% 0.441%

88 15.248 2193 2195 2200 rVB 58451 62574 1.18% 0.097%
89 15.677 2263 2268 2279 rVB 757745 1197047 22.67% 1.864%

Sum of corrected areas: 64230740
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072618\

BF107735.D

27 Jul 2018 8:37

JussJ

J4142-01

37 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 1 unknown5.19 Concentration Rank 16

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

5.19 6.61 ng 313632 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
2 4-Acetonylcycloheptanone 168 C10H1602 086428-60-6 17
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 17
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 14
5 1,2-Butanediol 90 C4H1002 000584-03-2 12

Abundance Scan 485 (5.190 min): BF107735.D (-480) (-) m/z 43.00 100.00%
43
59
5000
111
69 101 AR R U R
M 83 | 480 5.00 5.20 5.40 5.60
) N 1 e m/z 59.00 63.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59
5000
480 5.00 5.20 5.40 5.60
43 m/z 111.10 32.79%
0 1 M\M 6\? 8\3 98 123 141 159
miz--> 20 40 60 80 100 120 140 160
Abundance #36352: 4-Acetonylcycloheptanone
43
480 5.00 5.20 5.40 5.60
5000 11 m/z 69.05 23.53%
27 > 67 83 97
Oy .‘l‘ 4 .‘i“l‘. IHH\I i ‘l“‘.‘ i ‘IHh . .‘ "“I ol Illgsl :!'3|5| Il|5l0l I }(?8' i
m/z--> 20 40 60 80 100 120 140 160
Abundance #13680: 3-Heptanol, 4-methyl-
59 480 5.00 5.20 5.40 5.60
m/z 101.10 19.32%
5000
21 M
83 101
oh 15 solll 1 [ 1z
m/z--> 20 40 60 80 100 120 140 160 480 5.00 5.20 5.40 5.60

8270-BF072018_.M Fri Jul 27 17:01:26 2018

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.74 Concentration Rank 2

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

6.74 85.65 ng 4066560 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107735.D (-744) (-) m/z 132.00 100.00%
132
5000 A\\
68
40 % 640 6.60 680 7.00
54
0 Tk e | m/z 68.00 34.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LRSS SRR R

6.40 6.60 6.80 7.00

41 97
53 ‘ 117 m/z 134.00 33.26%
0...,.”.ML.‘. ‘““ k,%gzj,.ﬂﬂ,....,”..,..”
m/z--> 20 80 100 120 140 160 180
Abundance #52379 Tranylcypromine-propionyl
57 132
S U N———
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 23.61%
S SSSSUSSSEN WUl V0 ¥ 1 o - s
m/z--> 20 40 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00

m/z 69.05 13.55%

5000
104
66
ol 14 27 39 51 77 g9 115
1 IIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF072018_.M Fri Jul 27 17:01:27 2018

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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, 1,4-diethyl- Concentration Rank 19

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

7.20 5.74 ng 272541 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
4 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 80

Abundance Scan 827 (7.201 min): BF107735.D (-824) (- m/z 119.05 100.00%
105 119
5000 134
- 91
43 81 | 6.80 7.00 7.20 7.40 7.60
o..,....,....,..3.6.','.|...,--' -.'.':i| oo 32000027 L 77 105.05  96.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14838: Benzene, 1,4-diethyl-
119
105
5000 134
6.80 7.00 7.20 7.40 7.60
91 m/z 134.05 47 .59%
oL 15 27 A4l Sl5g 65 i 98 | .| 127 |
mz> 10 20 %0 40 5 60 70 80 90 100 110 120 130 140
Abundance #14839: Benzene, 1,3-diethyl-
105 119
6.80 7.00 7.20 7.40 7.60
5000 134 m/z 91.05 26 .05%
91
a5 21 B sleges gy 1o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105 149 6.80 7.00 7.20 7.40 7.60
m/z 71.05 18.03%
5000 134
91
77
o5 27 55 Sles® || esy| | 127
s B B g 4 B 6 7o 80 b 130 110 110 1% 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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, 1,2-diethyl- Concentration Rank 7

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

7.29 10.22 ng 485151 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
3 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
4 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance Scan 842 (7.289 min): BF107735.D (-837) (-) m/z 105.05 100.00%
105 119
134
5000 o1
4 s 7 | 207 7.00 7.20 7.40 7.60
o M 207 Tz 119.10 92.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105 |19
5000 91 134
7.00 7.20 7.40 7.60
77 m/z 134.10 50.80%
27 39 51 65
5 5 o L
0 ..‘.|.‘.‘..“..‘l‘.‘l“.‘..ﬁ‘luu‘l‘.l‘.‘..ll...‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl-
105 119
7.00 7.20 7.40 7.60
5000 134 m/z 91.05 36.62%
91
27 4151 65 7‘7 ‘ |
0 ...|.‘.‘..‘l‘..‘..|‘.‘...“l..‘a.|H‘..‘.l...‘.l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
105 119 7.00 7.20 7.40 7.60
m/z 117.05 21.93%
5000 134
91
27 39 51 g5 '
0 "Ul”'hl”"l”"l”"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Naphthalene, decahydro-, tr... Concentration Rank 20

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

7.35 5.74 ng 272310 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 97
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
3 Spiro[4.5]decane 138 C10H18 000176-63-6 87

000493-01-6 81
016856-72-7 76

4 Naphthalene, decahydro-, cis- 138 C10H18
5 Cyclopentanone, 2-(2-methylpropy... 138 C9H140

Abundance Scan 852 (7.348 min): BF107735.D (-849) (-) m/z 67.00 100.00%
67

138

o

123
|

m/z--> 20 30 40 50

10!
|.74||I|| I|| ||
[TTTrprerT T

60 70 80 90 100 110 120 130 140

9%
41 81
0 % u”“\MﬂﬂMwNVJJ

7.00 7.20 7.40 7.60

m/z 138.1

0 78 .37%

7.00 7.20 7.40 7.60

Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000
55
27 109
H ‘\M \‘\ “\75“‘89\\\‘ 123 ‘
Ot e T T e e T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16891: Naphthalene, decahydro-
67 96 138
82
41
5000 55
109
29
ISP O 0 OO 1 (- < |
Ot e e e e e e e e )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 68.00 67 .46%

7.00 7.20 7.40 7.60

Abundance

#16860: Spiro[4.5]decane

m/z 96.05 63.67%

81 d6 7.00 7.20 7.40 7.60

m/z 81.05 61.27%

138
5000 41 109
55
27 |
0.,”Jﬂ.”.ﬂn”pM:W.AJ“.LHl..v:L..”,”.fgﬁw.”.“.“, e MMM
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF072018.M Fri Jul 27 17:01:31 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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, (1,1-dimethylpropyl)- Concentration Rank 6

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

7.60 10.75 ng 510559 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 83
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 49
3 o-Cymene 134 C10H14 000527-84-4 46
4 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 43
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 43

Abundance Scan 895 (7.601 min): BF107735.D (-891) (-) m/z 119.10 100.00%
119
5000
op 105 148
39 51 65 /9 | ‘ | 136 7.20 7.40 7.60 7.80 8.00
Obrrprrrrprrrrprreerepierrr bbb e bt e e m/z 105.05 32.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
91 148 7.20 7.40 7.60 7.80 8.00
77 105 m/z 148.10 26.13%
28 39 51 65 ‘
0.q}?“”Mhnmnqmnﬂmquhpnqmnﬂhq”ML”qﬂ”“”q””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22805: Benzene, (1,1-dimethylpropyl)-
119
7.20 7.40 7.60 7.80 8.00
5000 9a m/z 91.00 26.10%
41 148
15 27 | 81 es | A% | 1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene
119 7.20 7.40 7.60 7.80 8.00
m/z 136.10 15.59%
5000
134
91
27 4l 51 §5 7 103
[0 R R R m e R e e e R B L A RRRRE R
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-BF072018 .M Fri

Jul 27 17:01:32 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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, 1,3-diethyl-5-methyl- Concentration Rank 15

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

7.88 7.27 ng 743807 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 90
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 46
3 Benzene, 1l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 46
4 3-Isopropylbenzaldehyde 148 C10H120 034246-57-6 46
5 Benzaldehyde, 4-(1-methylethyl)- 148 C10H120 000122-03-2 41

Abundance Scan 942 (7.878 min): BF107735.D (-939) (-) m/z 133.10 100.00%
133
5000
7.60 7.80 8.00 8.20
01 m/z 131.10 61.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119 133
5000
91 148 7.60 7.80 8.00 8.20
77 105 m/z 91.00 34.57%
28 39 51 65
15 b
0'WW”P”M“”M”ﬁm“NLW”JL”W““*MW”LL”WJ“P”“””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133
119 U I U I R
7.60 7.80 8.00 8.20
5000 148 m/z 148.10 29.29%
. T 105
27 39 51 65
0 ..|.].-‘.5.|...‘.‘lu..‘l‘..ui‘ﬁ‘.ulu‘l‘u ...‘l‘luu‘l - R RAAALE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133 7.60 7.80 8.00 8.20
m/z 105.05 23.70%
5000
148
105 119
15 27 3? 51 65 77 %1 |
0 T II|II e e I|'||| |'|I|| ”“| T I|III ”“ Tt IIIII |||‘|I N
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

8270-BF072018.M Fri Jul 27 17:01:33 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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, 1,2,4,5-tetramethyl- Concentration Rank 4

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

7.98 11.91 ng 1217900 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90

Abundance Scan 959 (7.978 min): BF107735.D (-953) (-) m/z 119.10 100.00%
119
5000 134
41 51 77 S 7.60 7.80 8.00 8.20 8.40
65 103 : : : : :
b e e i .|:|'l el 102154 168 | s77934.10  40.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.60 7.80 8.00 8.20 8.40
a0 91 m/z 117.10 18.52%
77
L Sl I?? PO Y1
m/z--> 20 40 60 80 100 120 140 160
Abundance #14806: o-Cymene
119
7.60 7.80 8.00 8.20 8.40
5000 o1 m/z 91.10 16.24%
134
39 5, 65 77
0..1.5|.2.7..|‘..‘..l‘.‘...‘luu‘l‘.::-?l?..‘ﬁ‘l...‘.luuuuluuuu
m/z--> 20 40 60 80 100 120 140 160
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl- R e N BAREE s
119 7.60 7.80 8.00 8.20 8.40
m/z 115.00 10.90%
5000
134
27 3P = qs i gﬁ 1?5 i |
O S L o B R Emae B
m/z--> 20 40 60 80 100 120 140 160 760 7.80 8.00 820 8.40

8270-BF072018_.M Fri Jul 27 17:01:34 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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, 1l-ethyl-2,4,5-trim... Concentration Rank 12

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

8.18 7.90 ng 808174 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 60
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 53
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 50
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 50
5 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 50

Abundance Scan 993 (8.178 min): BF107735.D (-987) (-) m/z 133.10 100.00%
133
5000 55 119
41 09 g 97 148 .,
07 7.80 8.00 8.20 8.40 8.60
Ol ek m/z 119.10 40.37%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22808: Benzene, 1-ethyl-2,4,5-trimethyl-
133
5000
148 7.80 8.00 8.20 8.40 8.60
119 m/z 55.00 39.77%
91 105
0 15 27 33 51 65 77 \\‘
miz--> '6""2‘0""46""e'o'"'sb"'iéd"iéd"i&d"iéo""
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133
7.80 800 820 840 8.60
5000 m/z 69.10 27.16%
105 148
91 119
o 15 27 4151 65 77 ‘ “‘ ‘
mz> Q2 40 6 160 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)- R A R
133 7.80 8.00 8.20 8.40 8.60
m/z 97.10 23.79%
5000
148
, 15 27 39 51 65 77 a 105117 | |
(o) ——rr ! P ||||'| |:IIII.IIII ||||il"||'|| S F— ——rT R N A N R mE
m/z--> 0 20 40 60 80 100 120 140 160 7.80 8.00 820 8.40 860

8270-BF072018_.M Fri Jul 27 17:01:35 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13

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

8.48 7.79 ng 797010 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 93
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 64
3 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 58
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 58
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 58

Abundance Scan 1044 (8.478 min): BF107735.D (-1041) (-) m/z 131.10 100.00%
5000
. 91 117 146
39 55 81 | 104 ‘ 162 1o 820 840 8.60 8.80
o U NSNS m/z 146.10 28.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131
5000
146 8.20 8.40 8.60 8.80
91 118 m/z 91.00 25.64%
15 27 39 51 63 77 ‘ 104 H‘
o...u,.h..f.ub.rW..N,.u..pb..l,n%l.,w.”,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131
820 840 860 830
5000 m/z 117.05 20.43%
146
91
27 39 51 64 77 ‘ 103 17'5
0""I'h"f'““'IW"JI""VH"MI”WE'I”'”I""I"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)- T
131 8.20 8.40 8.60 8.80

m/z 115.10 20.32%

5000 91
146

39 51
27 65 103 116

ol e e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF072018_.M Fri Jul 27 17:01:36 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 unknown8.52 Concentration Rank 18

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

8.52 5.84 ng 597625 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 27
2 1,2-Naphthalenediol, 1,2,3,4-tet... 178 C11H1402 056588-36-4 16
3 3-Buten-1-one, 1-(4-methylphenyl)- 160 C11H120 130649-66-0 14
4 1-Phenylalanine-, N-(p-toluoyl)-... 297 C18H19NO3 1000299-64-5 12
5 1-Chloro-2-methyl-2-phenylpropane 168 C10H13ClI 000515-40-2 11

Abundance Scan 1051 (8.519 min): BF107735.D (-1048) (-) m/z 119.10 100.00%
119
145
5000

8.20 8.40 8.60 8.80

0 m/z 145.05 61.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32318: Benzene, 1,4-dimethyl-2-(2-methylpropy!)-
119
5000
8.20 8.40 8.60 8.80
162 m/z 162.15 47 .30%
41 77 91 105
15 27 1l 51 65 Ly nn LI 128 147 .
T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43908: 1,2-Naphthalenediol, 1,2,3,4-tetrahydro-1-methyl-,...
119
lv\lllllllllllllllllllllll
8.20 8.40 8.60 8.80
5000 160 m/z 83.10 42 .38%
43 91 134
145
s T L P
IS . S R e T R D 1 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30835: 3-Buten-1-one, 1-(4-methylphenyl)- R AEmEEEE L
119 8.20 8.40 8.60 8.80
m/z 55.00 41.96%
5000 o1
65
o 27 39 &1 77 | 105 | 108 145 160
e e B A s o AR B
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF072018_.M Fri Jul 27 17:01:37 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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, 1,2,3,4-tetrah... Concentration Rank 9

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

8.90 9.14 ng 934670 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
5 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 64

Abundance Scan 1116 (8.901 min): BF107735.D (-1111) (-) m/z 131.10 100.00%
31
118
146
5000
189 860 880 900 920
of m/z 118.05 71.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118 131
146
5000 o1 105 8.60 8.80 9.00 9.20
07 39 51 g3 77 ‘ “ m/z 146.10 58.69%
0 | |“| : "‘l‘ I“l\ : I\‘l‘ : IH;‘MI i I\hwl : l‘l : M\l : |‘ IMI —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
us 131
8.60 8.80 9.00 9.20
0,
5000 105 m/z 117.10 41.72%
91
7 P e T
Ob b -‘|‘- .“:‘.,‘l‘.‘l "“I ol I““' . l\l .‘.M . I"M" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21633: Benzene, (2-methyl-1-butenyl)- R e B R
131 8.60 8.80 9.00 9.20
m/z 115.00 32.27%
146
5000 o
115
27 39 53 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 860 880 900 920

8270-BF072018_.M Fri Jul 27 17:01:38 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integra

- C:\DATABASE\NIST11.L
tion 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, 1,2,3,4-tetrah...

Concentration Rank 8

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

9.06 10.06 ng 1028830 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 92
2 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 83
3 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 38
4 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 30
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 30

Abundance Scan 1143 (9.060 min): BF107735.D (-1139) (-) m/z 118.05 100.00%
118 145
5000
175 190 8.80 9.00 9.20 9.40
of m/z 145.10 88.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000 B RN S LR
160 8.80 9.00 9.20 9.40
o1 128 m/z 105.10 69 .44%
15 2839 51 65 7 ‘ 103
o) E— I .‘l‘..‘l‘..“ﬁ‘.l‘l‘.‘.‘lh‘l i II\UII “II\IM\I : le‘l — I" e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21613: Benzene, (1-methylenebutyl)-
118
880 9.00 920 9.40
5000 m/z 160.10 60 .05%
77 a1 131
27 39 51 108 ‘ 146
o) .1.5| .‘.‘..“i‘..“l‘.l“ﬁ“. e L .“‘l‘.. l‘l iy I .“. T
m/z--> 20 40 80 100 120 140 160 180
Abundance #21622: Benzene, (1-ethyl-2-propenyl)- R R ARE e e R T
118 8.80 9.00 9.20 9.40
m/z 74.00 59.83%
5000 91 131
" 103
51 146
27 39 63
ol 14
m/z--> 20 40 60 80 100 120 140 160 180 880 9.00 9.20 9.40

8270-BF072018 .M Fri

Jul 27 17:01:39 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 16 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 10

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

9.18 9.02 ng 608095 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 68
2 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 62
3 Benzene, 1-(1,1-dimethylethyl)-4._.. 160 C12H16 001746-23-2 58
4 1H-Benzimidazole, 2-(1-methyleth... 160 C10H12N2 005851-43-4 52
5 1H-Pyrrolo[2,3-b]pyridine, 2-(1-... 160 C10H12N2 027257-18-7 52

Abundance Scan 1163 (9.178 min): BF107735.D (-1159) (-) m/z 145.10 100.00%
145
160
5000 118
8.80 9.00 9.20 9.40 9.60
ol 176 104207 m/z 160.10  56.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30845: 1H-Inden-1-one, 2,3-dihydro-3,3-dimethyl-
145
160
5000 AR RS AR R
8.80 9.00 9.20 9.40 9.60
9 51 63 91 117 m/z 118.10 48.66%
131
0 ...|.2‘.7. .‘l..“.. \;\ .‘l‘l. H‘”]I'O?I .H‘l.‘.“..f“.‘...|‘....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30841: Ethanone, 1-[4-(1-methylethenyl)phenyl]-
145
8.80 9.00 9.20 9.40 9.60
5000 160 m/z 117.10 37.11%
115
0 15 27 ! ‘ il 65 77 ‘ 102 “ 128 ‘\ |
m/z--> 20 40 eb éo 160 120 140 160 180 200
Abundance #30921: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl- R maR L
145 8.80 9.00 9.20 9.40 9.60
m/z 131.10 36.87%
5000
117 160
|2 dle g5 77 SLIP Jzs ||
m/z--> 20 40 60 80 100 120 140 160 180 200 880 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Sulfurous acid, butyl nonyl... Concentration Rank 17

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

9.24 6.41 ng 432411 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 58
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 53

Abundance Scan 1174 (9.242 min): BF107735.D (-1172) (-) m/z 57.00 100.00%
71
5000 43
85
99 113 127 145 172183 197 9.00 9.20 9.40 9.60
ol SR P VS WY PPN R et £ ST m/z 71.10 64.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #113721: Sulfurous acid, butyl nonyl ester
57
71
5000 R L UL L
43 85 9.00 9.20 940 9.60
29 m/z 43.00 46.14%
o | ‘L Ly L 97 127 139 151161 179 191
R T T PR
Abundance #48914: Nonane, 3-methyl-5-propyl-
57
71
43 9.00 9.20 9.40 9.60
5000 85 m/z 85.10 28.68%
29
Dl ma gy
o e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48869: Undecane, 4,6-dimethyl- R AL B RS ERan
g7 9.00 9.20 9.40 9.60
43 m/z 41.00 21.56%
5000 L
29 85
0 | 98 13 141 155 184
s 2 4 G 8 1 1o Ho i 1% 200 ©9.00 9.20 940 960
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11

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

9.46 9.01 ng 607482 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 93
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 74
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 72
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 72

Abundance Scan 1211 (9.460 min): BF107735.D (-1206) (-) m/z 145.10 100.00%
145
5000
160
9 B R mmE e S
41 5 14 95405 117 9.20 9.40 9.60 9.80
o a 178 190 m/z 160.10  33.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30937: Naphthalene, 1,2,3,4-tetrahydro-5,6-dimethyl-
145
5000 160 RSN SN R R
9.20 9.40 9.60 9.80
117 132 m/z 129.10 20.60%
15 27 3\9 5\:!- 6\\5 . 7\Z 9\1 1(\)5 H‘ wH\m M\‘ il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145
920 9.40 9.60 9.80
5000 m/z 132.10 18.80%
160
o 51 65 77 St 105 | | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethy!- R B e BN R o
145 9.20 9.40 9.60 9.80
m/z 128.10 17.43%
5000
160
132
15 27 39 51 5 77 91 10517 . .
miz--> 20 40 60 80 100 120 140 160 180 200 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 2-Phenyl-1,3-oxazol-2-ine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.34 10.77 ng 726226 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenyl-1,3-oxazol-2-ine 147 C9HONO 007127-19-7 43
2 6-Methoxy-3-methylbenzofuran 162 C10H1002 029040-52-6 38
3 Benzene, 1,2,4-trimethyl-5-(1-me... 162 C12H18 010222-95-4 38
4 Benzene, 1-(1,1-dimethylethyl)-4._._._ 162 C12H18 007364-19-4 35
5 Benzene, hexamethyl- 162 C12H18 000087-85-4 35

Abundance Scan 1361 (10.342 min): BF107735.D (-1354) (-) m/z 163.10 100.00%

3

5000

10.00 10.20 10.40 10.60

0 m/z 147.10 87.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22554: 2-Phenyl-1,3-oxazol-2-ine
117
147
5000 UBSUVBSUARSUERRS
10 00 10. 20 10. 40 10.60
4 m/z 117.10 69.70%
51 91 105
15 27 39 | 63 i | |
m/z--> 2|O 4IO (SIO 8|O 1C|)O 1%0 14|10 1(|30 18|0 2CI)O 22|0
Abundance #31955: 6-Methoxy-3-methylbenzofuran
147 162
10.|00 10.|20 1O.I4O 10.|60 I
5000 m/z 91.10 43.52%
91

65
15 27 3951 | 77 | 103 19131 |
e S et

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

Abundance #32324: Benzene, 1,2,4-trimethyl-5-(1-methylethyl)- R B

147 10.00 10.20 10.40 10.60
m/z 178.10 38.81%

5000
162
15 27 41 o3 g5 77 91 105 11943

o YR S/ N Y Y M B N MRS -2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
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 Tridecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.01 12.85 ng 686722 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1645 (12.013 min): BF107735.D (-1642) (-) m/z 73.00 100.00%
43 s
5000 129
7 3 R N SR A
0111° | 145157171185 oo 207 4, 256 11.60 11.80 12.00 12.20 12.40
(o} m/z 59.95 93.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43
5000 129 SRR AU NN
29 11.60 11.80 12.00 12.20 12.40
214 m/z 57.00 86.77%
143157
oL e Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 43.00 84.10%
" & 143157171185199213
0”' — ;”MIHI
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B o
43 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 72 .68%
5000 129
29
199
| 143157171185 242
0'}ﬁ'L'hL' LN SRR SN B
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\BF072618\
Data File : BF107735.D

Acq On 27 Jul 2018 8:37

Operator : JU/SJ

Sample : J4142-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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]
unknown5.19 5.19 6.6 ng 313632 1 6.96 949589 20.0
unknown6 .74 6.74 85.7 ng 4066560 1 6.96 949589 20.0
Benzene, 1,4-diet... 7.20 5.7 ng 272541 1 6.96 949589 20.0
Benzene, 1,2-diet... 7.29 10.2 ng 485151 1 6.96 949589 20.0
Naphthalene, deca... 7.35 5.7 ng 272310 1 6.96 949589 20.0
Benzene, (1,1-dim... 7.60 10.8 ng 510559 1 6.96 949589 20.0
Benzene, 1,3-diet... 7.88 7.3 ng 743807 2 8.24 2045770 20.0
Benzene, 1,2,4,5-._.. 7.98 11.9 ng 1217900 2 8.24 2045770 20.0
Benzene, l-ethyl-_.. 8.18 7.9 ng 808174 2 8.24 2045770 20.0
Naphthalene, 1,2,... 8.48 7.8 ng 797010 2 8.24 2045770 20.0
unknown8 .52 8.52 5.8 ng 597625 2 8.24 2045770 20.0
Naphthalene, 1,2,... 8.90 9.1 ng 934670 2 8.24 2045770 20.0
Naphthalene, 1,2,... 9.06 10.1 ng 1028830 2 8.24 2045770 20.0
1H-Inden-1-one, 2... 9.18 9.0 ng 608095 3 10.00 1348610 20.0
Sulfurous acid, b... 9.24 6.4 ng 432411 3 10.00 1348610 20.0
Naphthalene, 1,2,... 9.46 9.0 ng 607482 3 10.00 1348610 20.0
2-Phenyl-1,3-oxaz... 10.34 10.8 ng 726226 3 10.00 1348610 20.0
Tridecanoic acid 12.01 12.9 ng 686722 4 11.50 1068480 20.0
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