LSC Area Percent Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 3.793 259 290 291 rBV 8533264 63160406 97.25% 15.637%
2 4.393 388 392 399 rvB2 1514312 2009994 3.09% 0.498%
3 4.881 472 475 480 rvB2 881215 1016110 1.56% 0.252%
4 5.134 511 518 525 rBVY 313250 700248 1.08% 0.173%
5 5.240 525 536 545 rVV 7698434 26071968 40.14% 6.455%
6 5.434 545 569 572 rVvv2 9153619 64949000 100.00% 16.080%
7 5.469 572 575 581 rvv 2355134 2838400 4_.37% 0.703%
8 5.646 593 605 611 rVB2 8414210 26560272 40.89% 6.576%
9 5.763 618 625 628 rBV3 594669 793647 1.22% 0.196%
10 5.904 639 649 651 rBV 2844328 3432245 5.28% 0.850%

11 5.975 656 661 667 rBVv3 1714985 2767815 4._.26% 0.685%
12 6.163 687 693 695 rBv2 1181555 1483880 2.28% 0.367%
13 6.187 695 697 700 rvB 1901296 1450512 2.23% 0.359%
14 6.228 702 704 706 rBV 1004057 766544 1.18% 0.190%
15 6.263 706 710 712 rBV 5555713 6365143 9.80% 1.576%

16 6.293 712 715 717 rVB 3698810 3139028 4._.83% 0.777%
17 6.345 717 724 726 rBV2 6066969 8218976 12.65% 2.035%
18 6.381 726 730 732 rBV 1333961 1237730 1.91% 0.306%
19 6.416 732 736 740 rVB 3493606 3864169 5.95% 0.957%
20 6.469 740 745 747 rBV 1008447 1408604 2.17% 0.349%

21 6.504 747 751 755 rVB 2166445 2671913 4.11% 0.662%
22 6.581 755 764 766 rBV 6773324 13801255 21.25% 3.417%
23 6.681 772 781 786 rBv4 1176934 3143195 4.84% 0.778%
24 6.745 786 792 794 rVB2 2591453 2845459 4._.38% 0.704%
25 6.798 794 801 806 rVvB2 5824635 10110060 15.57% 2.503%

26 6.840 806 808 811 rvB2 821665 685874 1.06% 0.170%
27 6.887 811 816 818 rBV3 3161805 4791352 7.38% 1.186%
28 6.910 818 820 823 rvB 2990210 2585534 3.98% 0.640%
29 6.951 824 827 829 rBV2 1625840 1730065 2.66% 0.428%
30 6.975 829 831 832 rBV 989274 703333 1.08% 0.174%

31 7.004 832 836 838 rVvB 3237458 3217397 4_.95% 0.797%
32 7.051 838 844 845 rBV3 3391278 3519075 5.42% 0.871%
33 7.116 851 855 858 rBv2 2876700 3284424 5.06% 0.813%
34 7.151 858 861 865 rvv2 1382047 2195873 3.38% 0.544%
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LSC Area Percent Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.192 865 868 870 rvv 2026364 2122863 3.27% 0.526%

36 7.216 870 872 875 rVB 2169329 1934809 2.98% 0.479%
37 7.269 875 881 883 rBv2 3706024 4977607 7.66% 1.232%
38 7.298 883 886 888 rvv2 3595211 3960209 6.10% 0.980%
39 7.322 888 890 893 rvB2 3315914 2879626 4.43% 0.713%
40 7.369 893 898 901 rvB4 2052554 3009661 4.63% 0.745%

41 7.410 901 905 908 rBv2 2178041 2944199 4_.53% 0.729%
42 7.434 908 909 914 rVvB4 1053236 860183 1.32% 0.213%
43 7.498 917 920 922 rVvV2 2504433 2260923 3.48% 0.560%
44 7.528 922 925 931 rVB 3389298 3551525 5.47% 0.879%
45 7.622 934 941 943 rBV4 1565400 2643631 4_.07% 0.655%

46 7.687 949 952 956 rVB3 2063472 2797775 4_.31% 0.693%
47 7.757 956 964 968 rBv4 5939611 12310727 18.95% 3.048%
48 7.804 968 972 977 rVB2 2272957 2854772 4._.40% 0.707%
49 7.851 977 980 982 rBvV2 661710 690109 1.06% 0.171%
50 7.987 1000 1003 1005 rBV 1458261 2037521 3.14% 0.504%

51 8.045 1007 1013 1019 rVB3 6418672 15262800 23.50% 3.779%
52 8.369 1061 1068 1074 rVB3 1768773 3450974 5.31% 0.854%
53 8.434 1074 1079 1081 rBv4 370221 677874 1.04% 0.168%
54 8.481 1081 1087 1089 rVvB2 759620 1155722 1.78% 0.286%
55 8.545 1093 1098 1100 rVB 857425 968775 1.49% 0.240%

56 8.639 1109 1114 1117 rVB2 568567 923674 1.42% 0.229%
57 8.692 1117 1123 1124 rBV 882989 1056328 1.63% 0.262%
58 8.716 1124 1127 1129 rVB 1193897 1025398 1.58% 0.254%
59 8.786 1134 1139 1141 rBV 1240967 1190571 1.83% 0.295%
60 9.081 1164 1189 1191 rBV 5512905 19627013 30.22% 4 _.859%

61 9.751 1298 1303 1307 rBV 1140449 1235053 1.90% 0.306%
62 9.822 1311 1315 1320 rBV2 542631 714261 1.10% 0.177%
63 10.057 1340 1355 1358 rVV 3256561 10253769 15.79% 2.539%
64 10.122 1362 1366 1368 rVV 942101 924103 1.42% 0.229%
65 10.181 1372 1376 1380 rVVv 737251 749821 1.15% 0.186%

66 10.422 1411 1417 1422 rVB4 433655 722514 1.11% 0.179%
67 10.551 1434 1439 1442 rVB 1619510 1622054 2.50% 0.402%
68 10.869 1488 1493 1498 rVvVv 689881 744349 1.15% 0.184%
69 11.222 1539 1553 1554 rBV 1266462 2750031 4.23% 0.681%
70 11.239 1554 1556 1562 rVB 1021848 836034 1.29% 0.207%

71 11.810 1650 1653 1656 rVB 2785021 2470826 3.80% 0.612%
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LSC Area Percent Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

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

Method
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 12.369 1744 1748 1752 rBV 935726 811015 1.25% 0.201%
73 12.504 1765 1771 1777 rBV 544486 650022 1.00% 0.161%
74 12.827 1821 1826 1829 rBV 2601273 2564249 3.95% 0.635%
75 13.874 2001 2004 2008 rVB 753946 681537 1.05% 0.169%

76 15.304 2242 2247 2257 rVB 492287 758122 1.17% 0.188%
77 18.715 2818 2827 2843 rVB4 210307 721170 1.11% 0.179%

Sum of corrected areas: 403903699
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF102365.D
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 3 Benzene, 1,3-dimethyl- Concentration Rank 2

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

5.65 186.69 ng 26560300 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Ethylbenzene 106 C8H10 000100-41-4 87
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 87

Abundance Scan 606 (5.651 min): BF102365.D (-593) (-) m/z 43.10 100.00%
43 57
5000 a1
106
71 ‘
8 99 128 540 5.60 5.80 6.00
..,....,....,....|,I..?,‘~’.'.'I.,.6.‘~‘..,||...'=~,.!..,:..:l,.-.'..,....,...:,.... m/z 57.05 89.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5102: Benzene, 1,3-dimethyl-
9
5000 106
5.40 5.60 5.80 6.00
0,
5, 3 s o 77 ‘ m/z 91.10 49.79%
..,....,...‘.,...a‘,....i‘l‘..s.%a‘.‘..,...‘l‘ 8. l.??.‘...,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
91
540 560 580 600
5000 106 m/z 41.10 43.95%
51 77
15 27 39 65 o8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5081: p-Xylene

5.40 5.60 5.80 6.00
m/z 106.10  30.95%

h | /\ﬂ
39 51 77
27 65
| ‘ \‘m 58 | | ‘H 84 || 98 || A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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-methylethyl)- Concentration Rank 15

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

5.90 24.12 ng 3432250 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 72

Abundance Scan 648 (5.898 min): BF102365.D (-639) (-) m/z 105.05 100.00%
105
5000
39 91 63 o1 smsmoem wo
..,....,....,....l,-....,'....,....,...|.'|,....,...9.8,.|.!.,....,~..1.??... m/z 120.10 26.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9416: Benzene, (1-methylethyl)-
105 ‘m
5000 T ---- ----u----
0 5.60 5.80 6.00 6.20
1 m/z 77.00 16.23%
52 B g 1w
s B B B % T % % 1% 115 136 1%
Abundance
105
5.60 5.80 6.00 6.20
5000 120 m/z 79.05 14.98%
2z ¥ s 3 19
70 84 98 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 5.60 5.80 6.00 6.20
m/z 103.05 11.10%
5000
120
39 77 91
S Vi 7 ST T -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Octane, 2,6-dimethyl- Concentration Rank 19

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

5.97 19.45 ng 2767820 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 70
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 53
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 47
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 47

Abundance Scan 660 (5.969 min): BF102365.D (-656) (-) m/z 57.05 100.00%
57
43 71
5000

85 o7 113 560 580 6.00 6.20 6.40
...,....,....,....',!...,.-.|.:,....-;:...,:'.-'..,..-.'.,....',:'...,1%:*..,....1,‘.‘.2..,. m/z 43.05  60.90%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
5.60 5.80 6.00 6.20 6.40
29 13 m/z 71.10 60-80%
15 \‘ \‘ 1IN uly 8\5 97 \‘ 127 142
T T A e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43
71 5.60 5.80 6.00 6.20 6.40
5000 29 m/z 41.05 42.61%
113
15 85 o8 127 142
wmmmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57 5.60 5.80 6.00 6.20 6.40
m/z 56.05 31.35%
71
5000 43
29
113
\‘ “‘ Lo, & 99 127 142
T I e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Benzene, l-ethyl-3-methyl- Concentration Rank 8

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

6.26 44 .74 ng 6365140 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 709 (6.257 min): BF102365.D (-706) (-) m/z 105.10 100.00%
105
5000
120
7 9
39 51 65 6.00 6.20 6.40 6.60
Obrrrrrrrrrrr et ot ioabior bl el bl M2 127140 ns57150.10 0 32.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.00 6.20 6.40 6.60
o1 m/z 91.05 12.66%
27 ¥ 865 1T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
6.00 6.20 6.40 6.60
5000 m/z 77.05 12 .54%
120
39 7 9
27 51 65 113

mmwmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9412: Benzene, 1,2,3-trimethyl-

6.00 6.20 6.40 6.60
m/z 79.10 10.45%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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, l-ethyl-2-methyl- Concentration Rank 17

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

6.29 22.06 ng 3139030 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 715 (6.293 min): BF102365.D é)—712) ) m/z 105.10 100.00%
105
5000
120
701 6.00 6.20 6.40 6.60
39 51 o 65
Obrr prrrrprrrr e e et el S A2 Tm/Zz 120.10 30.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.00 6.20 6.40 6.60
m/z 77.05 11.89%
15 27 39 515g65 a

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

105

6.00 6.20 6.40 6.60
5000 m/z 91.05 10.65%

120

15 27 39 515565 7 N

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

Abundance #9423: Benzene, 1-ethyl-3-methyl-

105 6.00 6.20 6.40 6.60

m/z 106.10 9.89%
5000
120
39 7 91
..,..}ﬁ..?Z,...J“...?&.ﬁ%.?é.,”.hh....ﬁ...,J.l.,”..qu..q....,....

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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, 1,2,3-trimethyl- Concentration Rank 6

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

6.58 97.01 ng 13801300 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Mesitylene 120 C9H12 000108-67-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 764 (6.581 min): BF102365.D(—d)755) ) m/z 105.05 100.00%
105
5000 120
a1 6.20 6.40 6.60 6.80 7.00
39 51 65
Ol prrrr e e i e bl S ML LB 287 Tz 120,10 44.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.20 6.40 6.60 6.80 7.00
. m/z 77.10 11.97%
LI A TR Y N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 6.20 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.76%

27 41 Slgges 1 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9401: Mesitylene

6.20 6.40 6.60 6.80 7.00
m/z 91.10 10.22%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF012218_.M Thu Feb 01 06:10:47 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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, 2-ethyl-1,4-dimethyl- Concentration Rank 14

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

7.05 24.73 ng 3519080 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
2 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 93
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
5 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 90

Abundance Scan 844 (7.051 min): BF102365.D (-838) (-) m/z 119.10 100.00%
119
5000 134
o 105
39 51 65 77 153 6.80 7.00 7.20 7.40
eyl eSS | m/z 134.10 0 42.02%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-

5000
6.80 7.00 7.20 7.40

m/z 91.10 39.28%

65 77

15 27 39 51

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
6.80 7.00 7.20 7.40
5000 a4 m/z 105.10 32.08%

, 15 27 ¥ s 65 77 9% 105

mmmmmmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14875: Benzene, 4-ethyl-1,2-dimethy!l-

6.80 7.00 7.20 7.40
m/z 92.05 11.73%

5000

o, 15 27 39 51 65 77

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 unknown7.37 Concentration Rank 18

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

7.37 21.15 ng 3009660 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenepropanal, _beta.-methyl- 148 C10H120 016251-77-7 46
2 4-Methylphenyl acetone 148 C10H120 002096-86-8 46
3 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 45
4 2-Methylindan-2-ol 148 C10H120 033223-84-6 43
5 Benzene, l-methoxy-2-(1-methylet... 148 C10H120 010278-02-1 38

Abundance Scan 898 (7.369 min): BF102§65.D(—893) ) m/z 105.05 100.00%
105
5000
55 69 91 119 133 148
41 29
||| 166 7.00 7.20 7.40 7.60 7.80
e m/z 69.10 34 .84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22684: Benzenepropanal, .beta.-methyl-
105
91
5000 A TR UL L I
77 133 148 700 7.20 7.0 7.60 7.80
m/z 148.10 33.16%
7 39 b g “ “ 115 1
— |1|5| I‘I\I |‘|“| |“l“| I\I\I it - i - lewll‘lwl : |“‘|‘| T I\I\I o
m/z--> 20 40 60 80 100 120 140 160
Abundance
105
7.00 7.20 7.40 7.60 7.80
5000 43 m/z 133.10 32.63%
77 148
15 27 53 63 91 115 131
mz-> 20 40 60 80 100 120 140 160
Abundance #22818: Benzene, 1-methyl-4-(2-methylpropyl)-
105 7.00 7.20 7.40 7.60 7.80
m/z 91.05 32.20%
5000
. 148
27 139 91
e O P O T N S N
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60 7.80

8270-BF012218_.M Thu Feb 01 06:10:50 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

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

7.41 28.90 ng 2944200 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 81

Abundance Scan 905 (7.410 min): BF102365.D (-901) (-) m/z 119.10 100.00%
119
5000
134
91
41 57 77 105 7.00 7.20 7.40 7.60 7.80
146
) 155 168 m/z 134.05  34.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
134 7.00 7.20 7.40 7.60 7.80
- m/z 131.05 34.43%
39 51 65 105
..1.5|.2.7..‘|‘..‘.‘.l‘.‘...‘Hluu..l‘l‘..‘ﬁ‘l...‘.luu..|....
m/z--> 20 40 60 80 100 120 140 160
Abundance
119
7.00 7.20 7.40 7.60 7.80
5000 m/z 91.05 25.21%
o1 134
27 4 51 65 77 103
mz-> 20 40 60 8 100 120 140 160
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 7.00 7.20 7.40 7.60 7.80
m/z 57.10 11.66%
5000
91 134
7 105
T }?I ??' ??' F%' |$5"'M|"“'|JH' .Ul L P DA R UL U
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 16

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

7.50 22.19 ng 2260920 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 87
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 87
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
4 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87

Abundance Scan 920 (7.498 min): BF102365.D (-917) (-) m/z 119.10 100.00%
119
5000 134
I A 9|1 108 | 150 168 7.20 7.40 7.60 7.80
ek W85 e SE Wl L DD 168 Phzz 134,100 45.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
7.20 7.40 7.60 7.80
o1 134 m/z 91.10 16.51%
15 27 4151 6 77 | 103 )|
mz-> 20 40 60 80 100 120 140 160
Abundance
119
7.20 7.40 7.60 7.80
5000 134 m/z 135.10 14 _.82%
91
21 4 51 g5 T7 105
mz-> 20 40 60 80 100 120 140 160
Abundance #14878: Benzene, 1-ethyl-3,5-dimethyl-
119 7.20 7.40 7.60 7.80
m/z 57.10 10.63%
5000
134
15 27 % 51 6 77 B
miz--> 20 40 60 80 100 120 140 160 720 7.40 7.60 7.80

8270-BF012218_.M Thu Feb 01 06:10:53 2018 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 14 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9

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

7.53 34.86 ng 3551530 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 87
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 87

Abundance Scan 925 (7.528 min): BF102365.D (-922) (-) m/z 119.10 100.00%
119
5000 134
39 51 | 152 167 7.20 7.40 7.60 7.80
'W””P“W””P“W““P”W””P“'“MPmW”kL“Wl“P”WL”P”W”' m/z 134.10 44.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000

7.20 7.40 7.60 7.80
m/z 91.05 17.14%

G 9\1 05
| Ly Ll L Ll L

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

Abundance
119
7.20 7.40 7.60 7.80
5000 134 m/z 81.10 10.40%
91
15 27 39 51 65 77 105
Wﬁwmwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- L A T et
119 7.20 7.40 7.60 7.80
m/z 120.10 9.56%
134
5000
91
39 65 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.20 7.40 7.60 7.80

8270-BF012218_.M Thu Feb 01 06:10:54 2018 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 15 Cyclohexane, pentyl- Concentration Rank 13

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

7.62 25.95 ng 2643630 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 91
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 86
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 78
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 78
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64

Abundance Scan 941 (7.622 min): BF102365.D (-934) (-) m/z 83.10 100.00%
55 83
5000
41
o 97 . 119 154 720 7.40 7.60 7.80 8.00
133 : : : : :
o! SN M .- S m/z 55.10 80.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl-
83
55
5000 R IR UL R
7.20 7.40 7.60 7.80 8.00
m/z 82.10 60.42%
154
97111125137
m/z--> 80 100 120 140 160 180 200
Abundance
83
55 7.20 7.40 7.60 7.80 8.00
5000 m/z 41.10 33.30%
41
67 140
15 i 97 111
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- A BEEEEEE S
83 7.20 7.40 7.60 7.80 8.00
55 m/z 67.00 17 .68%
5000
41
H\ Al M‘ I 97" 112 125 139 168 196
m/z--> 2'0 40 60 80 1(')0 120 140 160 180 200 720 7.40 7.60 7.80 8.00

8270-BF012218_.M Thu Feb 01 06:10:56 2018 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 16 Cyclohexanemethanol, .alpha... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

7.76 120.84 ng 12310700  Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Cyclohexanemethanol, .alpha.,.al... 156 CI0H200 005114-00-1 50

130 C8H180
142 C9H180

000625-25-2 43
1000365-12-8 43

2 2-Heptanol, 2-methyl-
3 1-Cyclohexylethanol, methyl ether

4 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 007322-63-6 40
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 40
Abundance Scan 964 (7.757 min): BF102365.D (-956) (-) m/z 59.05 100.00%
59
5000 119
41 81 134 IIIIIIIIIIIIIIIIIIIIIII
71 95 108 7.40 7.60 7.80 8.00
ob el SO S T 208 1 22 110 "m/z 119.05  40.28%
miz--> 20 40 60 80 100 120 140 160
Abundance #28369: Cyclohexanemethanol, .alpha.,.alpha.,4-trimethyl-,...
59
5000
7.40 7.60 7.80 8.00
m/z 134.05 16.61%
31 5o 69 8 9 199 128 141 456
= L = SIS c
miz--> 20 40 60 80 100 120 140 160
Abundance
59
7.40 7.60 7.80 8.00
5000 m/z 41.10 15.08%
43
27 115
15 69 83 o7 130
e e L i SRR S
miz--> 20 40 60 80 100 120 140 160
Abundance #20044: 1-Cyclohexylethanol, methyl ether L B o e
59 7.40 7.60 7.80 8.00
m/z 43.10 14 .15%
5000
15 2 gy || 69 81 95 110 127 142
L =R, OSSR
miz--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00

8270-BF012218_.M Thu Feb 01 06:10:57 2018

Page: 17



Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Benzeneethanol, .alpha.,.al... Concentration Rank 12

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

7.80 28.02 ng 2854770 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol, .alpha.,.alpha.-... 150 C10H140 000100-86-7 80
2 Benzeneethanol, _alpha.-methyl- 136 C9H120 000698-87-3 43
3 1H-Pyrrole-2-carbonitrile 92 C5H4N2 009513-94-4 43
4 Benzene, (3-octylundecyl)- 344 C25H44 005637-96-7 43
5 2-Propanone, 1-(4-pyridinyl)- 135 C8HONO 006304-16-1 38

Abundance Scan 971 (7.798 min): BF102365.D (-968) (-) m/z 92.10 100.00%
92
59
5000 43
t 107 3pp 135 7.40 7.60 7.80 8.00 8.20
Sl Al 150 165 1 /759,00 70.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23835: Benzeneethanol, .alpha.,.alpha.-dimethyl-
5o 92
5000 USRI RIS S R
7.40 7.60 7.80 8.00 8.20
m/z 57.05 47 .66%
117 135
15 H\ 68 77 | 105 " 150
m/z--> 25 40 b 85 100 120 140 160 '
Abundance
92
7.40 7.60 7.80 8.00 8.20
5000 m/z 91.10 44 _79%
45
27 55 8 77 103 121 136
miz--> 20 40 60 80 100 120 140 160
Abundance #2445: 1H-Pyrrole-2-carbonitrile
92 7.40 7.60 7.80 8.00 8.20
m/z 43.10 40.54%
5000
g A ®
"'l'l'wﬂﬁﬁalﬂ“'Zﬁ"‘ S DN P SN USRI RS S AR
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 unknown8.37 Concentration Rank 10

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

8.37 33.87 ng 3450970 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-propyl- 136 C9H120 000644-35-9 49
2 Hydrazine, l-ethyl-2-phenyl- 136 C8H12N2 000622-82-2 43
3 Phenol, 4-propyl- 136 C9H120 000645-56-7 43
4 1,3-Cyclopentadiene, 5,5-dimethy... 136 C10H16 1000163-57-0 43
5 d-Tyrosine 181 C9H11NO3 000556-02-5 35

Abundance Scan 1068 (8.369 min)éb BF102365.D (-1061) (-) m/z 107.05 100.00%
107
75 136
5000 a1
118
39 5 65 ‘ 8.00 820 840 860 8.80
149 - - - - -
: -.'I..-',|....',..'.. 168 201 m/z 136.10 61.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16377: Phenol, 2-propyl-
107
5000
8.00 8.20 8.40 860 8.80
77 136 m/z 75.05 57.72%
39 51 63 || 91 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
107
136 8.00 8.20 8.40 860 8.80
5000 92 m/z 91.05 46.61%
65 77
29 39 51 121
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #16381: Phenol, 4-propyl- B e e e B e
107 8.00 8.20 8.40 860 8.80
m/z 118.05 29.40%
5000
77 136
15 27 3951 65 | 91 | 190
m/z--> 20 40 ' 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

8270-BF012218_.M Thu Feb 01 06:11:01 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.06 166.05 ng 10253800 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Hexanoic acid 116 C6H1202 000142-62-1 43
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43
Abundance Scan 1356 (10.063 min): BF102365.D (-1340) (-) m/z 73.00 100.00%
60 73
43
5000 129
157
Ll || |‘| i 143 ‘ 171 200 9.80 10.00 10.20 10.40
...,....',.'..--.".':'. el .':. ..~..'i'....~,..|..,....;... m/z 60.00 90.21%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #61120. Dodecanoic acid
60 73
43
5000 LR AL UL SUURILN UL
129 157 9.80 10,00 10.20 10.40
29 101 115 m/z 43.10 55.80%
g
..1.5|.‘...‘i‘;‘..”l“‘.‘l‘. M‘IM\ \ ||‘i‘|||||||||]|-8|3|||l|||
m/z--> 20 40 60 100 1 140 160 180 200
Abundance
60 73
"'9.80 10,00 10,20 10.40
5000 43 m/z 55.10 53.05%
29 85 129 143
186
18 97 115 157 169
m/z--> 25 45 éo 85 160 150 150 160 180 260
Abundance #39469: n-Decanoic acid A BEREEEE S
60 73 9.80 10.00 10.20 10.40
m/z 41.10 51.38%
5000 4
- 129
87 115 172
m/z--> 200 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 : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 Salicylanilide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.37 19.40 ng 811015 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Salicylanilide 213 C13H11NO2 000087-17-2 94
2 Acetamide, N-phenyl- 135 C8HONO 000103-84-4 53
3 Phenol, 2,2"-azobis- 214 C12H10N202 002050-14-8 47
4 Aniline 93 C6H7N 000062-53-3 45
5 Propanamide, N-phenyl- 149 C9H11NO 000620-71-3 42
Abundance Scan 1748 (12.369 min): BF102365.D (-1744) (-) m/z 93.05 100.00%
9B
5000
121
65 T T
213 T T T
39 12.00 12.20 12.40 12.60
Obrr el 2 P f S 108 139152166 183196 | 241254267 | m/z 121.00  34.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71887: Salicylanilide
93
5000 AU DARSA AR B
121 12,00 12.20 12.40 12.60
9 O 213 m/z 65.00 20.60%
18 | 52 \ 78 | 107 141 166 184 ‘
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260
Abundance
93
12,00 12,20 12.40 12,60
5000 m/z 213.05 14.68%
135
43 66
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72389: Phenol, 2,2'-azobis-
93 12.00 12.20 12.40 12.60
m/z 39.05 10.21%
65 214
5000 121
39
‘ 52 80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12,00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\svoasrv\HPCHEM1\BNA_F\Data\BF012318\
Data File : BF102365.D

Acq On : 24 Jan 2018 1:48

Operator : SJ/JU

Sample - J1235-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
Benzene, 1,3-dime... 5.65 186.7 ng 26560300 1 6.73 2845460 20.0
Benzene, (1-methy... 5.90 24.1 ng 3432250 1 6.73 2845460 20.0
Octane, 2,6-dimet... 5.97 19.4 ng 2767820 1 6.73 2845460 20.0
Benzene, l-ethyl-_.. 6.26 44.7 ng 6365140 1 6.73 2845460 20.0
Benzene, l-ethyl-_.. 6.29 22.1 ng 3139030 1 6.73 2845460 20.0
Benzene, 1,2,3-tr... 6.58 97.0 ng 13801300 1 6.73 2845460 20.0
Benzene, 2-ethyl-_._. 7.05 24_.7 ng 3519080 1 6.73 2845460 20.0
unknown? .37 7.37 21.1 ng 3009660 1 6.73 2845460 20.0
Benzene, 4-ethyl-_._. 7.41 28.9 ng 2944200 2 8.01 2037520 20.0
Benzene, 1l-methyl... 7.50 22.2 ng 2260920 2 8.01 2037520 20.0
Benzene, 1,2,3,5-... 7.53 34.9 ng 3551530 2 8.01 2037520 20.0
Cyclohexane, pentyl- 7.62 25.9 ng 2643630 2 8.01 2037520 20.0
Cyclohexanemethan. .. 7.76 120.8 ng 12310700 2 8.01 2037520 20.0
Benzeneethanol, .... 7.80 28.0 ng 2854770 2 8.01 2037520 20.0
unknown8 .37 8.37 33.9 ng 3450970 2 8.01 2037520 20.0
Dodecanoic acid 10.06 166.1 ng 10253800 3 9.75 1235050 20.0
Salicylanilide 12.37 19.4 ng 811015 4 11.24 836034 20.0
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