LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1994-03 PR-MW-02-031918

ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.298 31 36 43 rVB 364399 467791 10.64% 1.305%

1

2 4.763 449 455 460 rBvV2 63533 75541 1.72% 0.211%
3 5.204 527 530 537 rBvV 150106 169303 3.85% 0.472%
4 5.322 545 550 556 rvB4 42580 48151 1.10% 0.134%
5 5.598 592 597 600 rBV 1693689 1676096 38.14% 4.677%
6 5.775 619 627 629 rBvV3 46302 48352 1.10% 0.135%
7 5.922 649 652 657 rVB 52762 49442 1.12% 0.138%
8 5.998 661 665 669 rBv2 63133 64260 1.46% 0.179%
9 6.304 714 717 720 rBV 59455 54928 1.25% 0.153%
10 6.333 720 722 726 rVB 55078 44112 1.00% 0.123%

11 6.592 762 766 773 rBV 1187460 1059722 24.11% 2.957%
12 6.657 773 777 782 rVB 43052 47489 1.08% 0.133%
13 6.745 787 792 795 rBV 3275032 3054562 69.50% 8.523%
14 6.975 827 831 834 rBV 946875 768575 17.49% 2.145%
15 7.028 837 840 845 rVB 262512 201853 4_.59% 0.563%

16 7.133 853 858 860 rBV 3098162 2851002 64.87% 7.955%
17 7.151 860 861 869 rvB2 322264 292107 6.65% 0.815%
18 7.216 869 872 874 rBV 201980 165690 3.77% 0.462%

19 7.286 880 884 885 rBV 78090 63052 1.43% 0.176%
20 7.304 885 887 891 rvB 105360 92112 2.10% 0.257%
21 7.369 894 898 901 rBV2 56480 64439 1.47% 0.180%

22 7.504 917 921 922 rBV 135477 126073 2.87% 0.352%
23 7.539 922 927 930 rVV 2637521 2645630 60.20% 7.382%
24 7.604 934 938 943 rvB3 110278 132194 3.01% 0.369%
25 7.657 943 947 952 rBVv3 106311 117059 2.66% 0.327%

26 7.716 952 957 959 rBV3 35137 44868 1.02% 0.125%
27 7.851 977 980 984 rVB 65545 65334 1.49% 0.182%
28 7.898 984 988 991 rBV2 143670 153759 3.50% 0.429%
29 7.933 991 994 997 rVB4 59589 75631 1.72% 0.211%
30 7.986 1000 1003 1007 rBV 788931 718755 16.35% 2.006%
31 8.063 1012 1016 1018 rBV3 38644 48043 1.09% 0.134%
32 8.092 1018 1021 1023 rvv2 66592 56607 1.29% 0.158%

33 8.210 1033 1041 1043 rBV6 81658 146580 3.34% 0.409%
34 8.257 1043 1049 1053 rVV 1270234 1323167 30.11% 3.692%

8270-BF031518.M Tue Mar 27 14:44:26 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1994-03 PR-MW-02-031918

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.298 1053 1056 1059 rvB2 193280 174848 3.98% 0.488%

36 8.375 1065 1069 1071 rBV2 58752 60719 1.38% 0.169%
37 8.404 1071 1074 1076 rBV 89743 72910 1.66% 0.203%
38 8.451 1079 1082 1087 rVB 129964 126186 2.87% 0.352%
39 8.510 1087 1092 1094 rBV2 490295 531948 12.10% 1.484%
40 8.633 1110 1113 1118 rVB2 91318 89976 2.05% 0.251%

41 8.680 1118 1121 1123 rBV2 46545 46632 1.06% 0.130%
42 8.716 1125 1127 1131 rVV2 123784 127780 2.91% 0.357%
43 8.757 1131 1134 1139 rVV4 161570 261282 5.95% 0.729%
44 8.810 1139 1143 1145 rVvVv2 75356 89592 2.04% 0.250%
45 8.845 1145 1149 1153 rVVv4 87338 142420 3.24% 0.397%

46 8.916 1156 1161 1163 rVvV2 214060 227951 5.19% 0.636%

47 8.939 1163 1165 1168 rVB2 64493 57893 1.32% 0.162%
48 9.027 1177 1180 1182 rBV2 51778 54830 1.25% 0.153%
49 9.074 1185 1188 1190 rVvv4 85686 78065 1.78% 0.218%
50 9.145 1196 1200 1202 rBV2 40330 47058 1.07% 0.131%

51 9.192 1202 1208 1210 rVVv3 80929 103514 2.36% 0.289%
52 9.286 1218 1224 1227 rBv4 157934 224526 5.11% 0.626%
53 9.333 1227 1232 1235 rBV 4201220 4115928 93.65% 11.485%
54 9.480 1251 1257 1258 rBV3 62662 74832 1.70% 0.209%
55 9.716 1294 1297 1302 rBV 150418 149807 3.41% 0.418%

56 9.827 1313 1316 1321 rVB3 37052 45777 1.04% 0.128%
57 9.927 1330 1333 1337 rVB 69262 58322 1.33% 0.163%
58 10.016 1344 1348 1359 rVB 1375045 1241913 28.26% 3.465%
59 10.427 1415 1418 1421 rBV2 81424 67504 1.54% 0.188%

60 10.810 1478 1483 1487 rBV 2613990 2710148 61.66% 7.562%
61 10.904 1496 1499 1508 rVB 58210 74571 1.70% 0.208%
62 11.510 1598 1602 1605 rBV 1415490 1197908 27.26% 3.342%
63 13.098 1867 1872 1875 rBV 3980521 4394970 100.00% 12.263%
64 13.974 2018 2021 2030 rBV 215471 219672 5.00% 0.613%
65 14.162 2049 2053 2060 rBV 1235352 1087174 24.74% 3.034%

66 15.709 2310 2316 2325 rBV 633951 869926 19.79%% 2.427%

Sum of corrected areas: 35838861
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.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: BF103921.D

4000000

6.75
7.13

3000000
7.54

2000000
5.60

6.59
1000000

4.76
oA
5.00
TIC: BF103921.D

5.
2032

5.50

5.75.600 &3

AN
LA B

0

Time--> 6.00

Abundance

4000000

3000000
10.81

2000000

10.02 11.51

8.26
1000000

0,00 9.7
BASHT 9,48 L&Q? 10.43

10.00 10.50 11.00 11.50
TIC: BF103921.D

0

13.00

T
13.50

12.00 12.50

Time-->
Abundance

4000000

3000000

2000000

14.16

1000000
15.71

13.97

18.50 19.00

17.50 18.00

16.50 17.00

15.50 16.00

14.00

14.50 15.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.30 12.17 ng 467791 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 36 (2.298 min): BF103921.D (-31) (-) m/z 73.10 100.00%
3
5000
43 55 87 S 2 R —
| . 220 240 260
Ol b o e e e e || Mz 43.00 32 75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L L
43 220 240 260
55 87 m/z 87.10 25.30%
0 ﬁg 35‘\W\ ‘ 67| 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A AL
220 240 260
5000 a1 55 m/z 55.00 25.24%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- o e A
73 220 240 260

m/z 71.10 11.39%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,....

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

T
2.40

T
2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown5.20 Concentration Rank 8

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

5.20 4.41 ng 169303 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 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 3-Hexanol. 4.4-dimethvl- 130 C8H180 019550-09-5 25
4 Methvl 16-methoxvheptadecanoate 314 C19H3803 1000110-18-2 16
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 529 (5.198 min): BF103921.D (-527) (-) m/z 43.00 100.00%
48
59
5000
101
83 109 4.80 500 5.20 5.40 5.60
o.”,”.w.”.“.”ﬂu.w??I“.”T?”.“u”,ﬁ?wL”.“.”,” m/z 59.00 61.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR SRR
4.80 5.00 5.20 5.40 5.60
59 m/z 101.00 21.99%
0 21 37 53| 67 778 a1 }01
miz--> B % % 40 50 60 70 8 90 100 110 130
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 17.15%
29 101
0 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #13715: 3-Hexanol, 4,4-dimethyl-
43 59 0 4.80 5.00 5.20 5.40 5.60
7 m/z 40.95 10.57%
5000
29
s P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

Sample : J1994-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.75 Concentration Rank 1

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

6.75 79.49 ng 3054560 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 793 (6.751 min): BF103921.D (-787) (-) m/z 132.00 100.00%
5000
68
6 rTTrTTTTTTT T T T T T T
40 54 75 104 6.40 6.60 6.80 7.00
o..,....,....,...:,'-..‘.‘7.,....??.I.'....,..?‘.7,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00  34.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 DA SEA SR
6.40 6.60 6.80 7.00
3 78 m/z 68.10 32.29%
138
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 18.99%
41 97
53 117
79
ol 34 60 89 | 105 124
wmwmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e A
132 6.40 6.60 6.80 7.00

m/z 96.00 12._.70%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.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, 1,2,3-trimethyl- Concentration Rank 7

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

7.03 5.25 ng 201853 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 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 840 (7.028 min): BF103921.D (-837) (-) m/z 105.00 100.00%
105
5000 120
39 51 65 / 91 | 207 6.60 6.80 7.00 7.20 7.40
ol e e e m/z 120.10  42.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 6.60 6.80 7.00 7.20 7.40
17 m/z 77.00 12.26%
15 27 3? o8 gﬁ 1
0||||ﬁ||‘||‘|‘| ‘|‘|||‘|||| |||‘|“||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
120 6.60 6.80 7.00 7.20 7.40
5000 m/z 91.00 9.86%
27 39 51 g5 /7 91
O T e B T R B Mo m s mea e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 6.60 6.80 7.00 7.20 7.40
m/z 119.10 9.63%
120
5000
15 27 39 51 65 7 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, 1-propenyl- Concentration Rank 6

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

7.15 7.60 ng 292107 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 87
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 87
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
5 Indane 118 C9H10 000496-11-7 72

Abundance Scan 861 (7.151 min): BF103921.D (-860) (-) m/z 117.05 100.00%
117
5000
63 o | 680 7.00 7.20 7.40
39 51 57 103 - : - :
O 8 SE 60 T B LW Tm/z 118.05  53.92%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8963: Benzene, 1-propenyl-
117
5000 SRS AU RS AR N
o1 6.80 7.00 7.20 7.40
39 51 g ‘ m/z 115.00 24 .16%
o 233 as | T P B o oo
mz-> 20 30 40 50 60 70 8 90 100 110 120
Abundance
117
S RARRA AR AN RARA o
6.80 7.00 7.20 7.40
5000 o1 m/z 91.00 14 .80%
39 51 58 65 78 103
0"P'”I'”'I”"P"W'”'I”"P§§W"”I'”'I”"P'”
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 6.80 7.00 7.20 7.40

m/z 57.10 6.34%

5000 o1

39
51 58 65 78 103
0 2\7 45 iR | \‘ 71 1l 85\\ | [Lh
LI L I L L L L L I L L

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 7 Benzene, 1,4-diethyl- Concentration Rank 9

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

7.22 4_.31 ng 165690 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 97
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
5 Benzene, 2- ethyl -1,3-dimethyl- 134 C10H14 002870-04-4 83

Abundance Scan 873 (7.222 min): BF103921.D (-869) (-) m/z 119.05 100.00%
105 149
134
5000
91
a1 51 63 9 | | | 6.80 7.00 7.20 7.40 7.60
Obrrprrrr b ettt el UL Tn/Zz 105,00 91.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119
5000 134
01 6.80 7.00 7.20 7.40 7.60
m/z 134.10 53.70%
o 27 4 sigges ! 08 121 |
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 140
Abundance
105 119
6.80 7.00 7.20 7.40 7.60
5000 134 m/z 90.95 23.26%
91
77
oL 15 2T 39 515565 98 127
mmwﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 149 6.80 7.00 7.20 7.40 7.60
m/z 77.00 17.67%
5000 134
39 91
65
0.w.”.“.ﬁ\”.ﬁﬂn.ﬂuﬁiﬂnlnjh.”.m.nlﬂlw.mﬂh?gz“hq”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzene, 1,2-diethyl- Concentration Rank 14

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

7.30 2.40 ng 92112 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 98
2 Benzofuran, 2.3-dihvdro-2-methvl- 134 C9H100 001746-11-8 80
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 80
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 80
5 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 64

Abundance Scan 886 (7.298 min): BF103921.D (-885) (-) m/z 105.00 100.00%
105
115
5000 91
ﬁ || | 126 7.00 7.20 7.40 7.60
o..,....,....,....',!!.. R A N m/z 115.00 53.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14837: Benzene, 1,2-diethyl-
105 9
A
5000 91 134 R IR UL I A
7.00 7.20 7.40 7.60
77 m/z 55.00 44 .72%
27 39 65 ‘
0 “|'+?'|'“h|"'“""H'“'|Jj'w"'H|“"|"%%'hl'v'tkl'}%z"“'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
134
700 720 7.40 7.60
5000 a 119 m/z 91.05 44.31%
39 51 g3 77 105
o 15 2 98
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 7.00 7.20 7.40 7.60
m/z 117.00 41.11%
5000 134
91
o 27 41 51 55 65 M 98 ||| | 127
m/z--> 10 20 §0 40 50 éo 70 80 gb 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BF031518.M Tue Mar 27 14:44:32 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown7.60 Concentration Rank 13

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

7.60 3.44 ng 132194 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 42
2 Ethanone. 1-(3.4-dimethviphenvl)- 148 C10H120 003637-01-2 35
3 Ethanone. 1-(2.5-dimethviphenvl)- 148 C10H120 002142-73-6 35
4 Ethanone. 1-(2.4-dimethviphenvl)- 148 C10H120 000089-74-7 35
5 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 27

Abundance Scan 937 (7.598 min): BF103921.D (-934) (-) m/z 95.05 100.00%
9%
5000 133
67 105
4|1 5|5 | 7|9 7| 119 1‘|‘8 7.20 7.40 7.60 7.80 8.00
Obrerrrrrprrrr bbbl b e bbbt Ml ot b Tm/Zz 133.10 35.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133
5000
105 148 7.20 7.40 7.60 7.80 8.00
o1 119 m/z 67.00 23.40%
15 27 4 s 6 T o
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
105 720 7.40 7.60 7.80 8.00
5000 m/z 105.10 22.47%
77 148
51
15 27 43 63 91 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22696: Ethanone, 1-(2,5-dimethylphenyl)-
105 133 7.20 7.40 7.60 7.80 8.00
m/z 79.10 16.68%
5000 148
77
43 51
15 27 | ‘ \‘u (\3\3\ m‘ 9\1 Al 1:!'5 | !
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 12'0 13'0 14'10 1&'30 7.20 7.40 7.60 7.80 8.00

8270-BF031518.M Tue Mar 27 14:44:32 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, (2-methyl-1-butenyl)- Concentration Rank 15

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

7.90 2.32 ng 153759 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 96
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 83
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 83
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 60
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 60

Abundance Scan 988 (7.898 min): BF103921.D (-984) (-) m/z 131.10 100.00%
131
5000 g1
119 146
39 51 65 77 1?5 || || 7.60 7.80 8.00 8.20
Obrrrprrrrprrrrprrederre et bbb el et - m/z 133.10 40. 33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146
5000 9a
7.60 7.80 8.00 8.20
115 m/z 90.95 36.94%
27 39 53 6§ 77 103 ‘\
A A NS LR B A N R RN LA LAY AR LARA ARA SARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
146 7.60 7.80 8.00 8.20
5000 m/z 119.10 27 .28%
91 115
51 65 77 105
O A RN RSN RS RRARS RAARS RARN RARRN RARAS LARAS RALSN LARAS LARAN AR LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131 7.60 7.80 8.00 8.20
m/z 146.10 27 .25%
5000
146
a1 118
15 27 P 5L &3 7 ol
o) A N PSR I - ;\l\” ...‘l SO PR R | ST 1| SO F—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20

8270-BF031518.M Tue Mar 27 14:44:33 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4

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

7.99 10.86 ng 718755 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 86
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
4 Benzene. l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 70

Abundance Scan 1004 (7.992 min): BF103921.D (-1000) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 /7 103 7.60 7.80 8.00 8.20 8.40
Obrrprerrprrrer s e et Sl 345 o117 05 73, 28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 7.60 7.80 8.00 8.20 8.40
m/z 134.10 40.70%
2 39 56 65 77 ‘ 105
0'WH“l““w'Jw“Jwﬁwwhl”MVH“H“w“hWHJV'ﬂvMW'HWH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117 132
7.60 7.80 8.00 8.20 8.40
5000 m/z 132.10 27 .44%
91
0 15 27 39 51 66 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117 7.60 7.80 8.00 8.20 8.40
m/z 115.00 25.52%
5000 132
91
o7 39 S 65 7/ 105 ‘
0'W'”W””W”'“”'JH”IM”I”MP'NU“'NH"Jh'”wm'ﬁ”'ﬁ”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.60 7.80 8.00 8.20 8.40

8270-BF031518.M Tue Mar 27 14:44:33 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 5

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

8.51 8.04 ng 531948 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-o0l. 2.3-dihvdro- 134 C9H100 006351-10-6 94
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 53
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 53
4 Pvrazine. 2-methvl-5-(2-propenvl)- 134 C8H10N2 055138-63-1 50
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 50

Abundance Scan 1092 (8.510 min): BF103921.D (-1087) (-) m/z 133.05 100.00%
5000
39 Sl 63 | | | | 148 8.20 840 8.60 8.80
Obrerrrreprrrrprreprrrefietee eyl ettt el et || M/Z 134.10  44.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
133
5000
8.20 8.40 860 8.80
7 9 115 m/z 115.00 21.21%
51 63 105
0 43 L1 [ ‘\\ \‘ Ll H !
HUURREA AR R RN RRRRA SN REREN RN AR SRR LULAS A SARSE BARS LALE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
8.20 8.40 860 8.80
5000 m/z 105.10 20.73%

148
4 51 g5 77 9 1%u1s

0 15 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 8.20 8.40 8.60 8.80
m/z 90.95 18.66%
5000
91 105 148
s 27 s e 77 ‘ ‘ 115
0..,..‘..,....,....‘i‘....i‘:‘...,.‘l‘..,...‘l‘,....‘,a‘...,.‘.a‘.,..‘l‘l‘,....,‘.l..,....‘,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80

8270-BF031518.M Tue Mar 27 14:44:34 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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, 1,2,3,4-tetrah... Concentration Rank 11

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

8.76 3.95 ng 261282 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 89
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 86
3 Benzene. 2-ethenvl-1.3.5-trimethvl- 146 C11H14 000769-25-5 60
4 Benzene. (1l-methvlenebutvl)- 146 C11H14 005676-32-4 46
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1000189-31-0 46

Abundance Scan 1135 (8.763 min): BF103921.D (-1131) (-) m/z 147.10 100.00%
147
133
5000 g1 105115
77
51
39 65 162 8.40 8.60 8.80 9.00
o} m/z 148.10 58.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000
o1 105 8.40 8.60 8.80 9.00
m/z 133.00 57 .65%
39 51 63 77 ‘
0 ..|....|....|....‘lulnl‘.‘.ulu‘l‘u ‘l..‘llnulnu l‘... ”l HI\H\lIHI‘”‘”PI”I””II
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
118
146 8.40 8.60 8.80 9.00
5000 m/z 130.00 49 .86%
39 91 105
5 2 Sl 63 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl-
131 8.40 8.60 8.80 9.00
146 m/z 105.00  49.80%
5000 91
115
27 % & 65 " 105 ‘ H
0'WE?VJWHJﬁ“JL“vMW“MF“”““HwW“Lwah“viM““v“w' SRR SRR U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00

8270-BF031518.M Tue Mar 27 14:44:34 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 16

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

8.85 2.15 ng 142420 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 72
2 Benzene. (2-propvnvloxv)- 132 C9H80 013610-02-1 60
3 Benzonitrile. 2-(methvlamino)- 132 C8H8N2 017583-40-3 49
4 Tricvclol4.2.1.1(2.5)1deca-3.7-d... 160 C10H802 014224-65-8 43
5 4-Methyl-2H-benzopyrane 146 C10H100 021776-94-3 43

Abundance Scan 1150 (8.851 min): BF103921.D (-1145) (-) m/z 131.00 100.00%
131 145

5000

8.60 8.80 9.00 9.20
m/z 145.10 95.57%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-

5000
8.60 8.80 9.00 9.20

m/z 132.00 93.29%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
104
8.60 8.80 9.00 9.20
5000 m/z 104.05 71.31%
51 78
39
65
o % | 1us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 __J
Abundance #14508: Benzonitrile, 2-(methylamino)-
131 8.60 8.80 9.00 9.20

m/z 118.95 61.05%

104
5000 28
77
39 Sl 3 90
Ll I, \H\ I | H‘ 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 900 9.20

o

8270-BF031518.M Tue Mar 27 14:44:35 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\
Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

Sample : J1994-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 15 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.92 3.45 ng 227951 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 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 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1000189-31-0 64

Abundance Scan 1162 (8.922 min): BF103921.D (-1156) (-) m/z 131.05 100.00%
118
146
5000
105 159
9 51 64 77 & | 174 8.60 8.80 9.00 9.20
0 A "m/z 118.05  61.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118 131
146
5000
8.60 8.80 9.00 9.20
27 39 51 g3 77 H m/z 146.10 53.35%
0 “ \‘\ \‘H \‘\‘ ;i \ \ ‘ ) M
T o TN e
m/z--> 20 40 0 100 120 140 160 180
Abundance
118 131 146
8.60 8.80 9.00 9.20
5000 m/z 117.00 33.98%
105
51 i o
15 27 % o4
o B A P EPRORF L AP S N ] S|
m/z--> 20 40 80 100 120 140 160 180
Abundance #21622: Benzene, (1-ethyl-2-propenyl)- e BAaa s Ean et
118 860 880 900 9.20
m/z 159.10 28 .88%
5000 - 91 131
51 103 146
G |
L “. YV N Y A NN
m/z--> 20 0 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF031518.M Tue Mar 27 14:44:35 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032618\

Data File : BF103921.D

Aca On : 26 Mar 2018 13:05

Operator : JU/SJ

ﬁ?ggle i J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 1-Heneicosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.04 ng 219672 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2020 (13.968 min): BF103921.D (-2018) (-) m/z 57.05 100.00%

g7

:

5000 111
139 281 13.60 13.80 14.00 14.20
0 m/z 83.05 98.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol

55 83

5000

13.I60 13.I8O 14.IOO 14.I20
m/z 43.05 95.24%

167

196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
R o S RAREEE
13.60 13.80 14.00 14.20
5000 111 m/z 55.05 89.18%

29

o 139 168 105 220238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane T T T P T T
13.60 13.80 14.00 14.20

m/z 97.05 83.90%

:

5000

125
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032618\

Data File : BF103921.D

Acg On : 26 Mar 2018 13:05

Operator : JU/SJ

3?22 le J1994-03 PR-MW-02-031918
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.30 12.2 ng 467791 1 6.97 768575 20.0
unknown5.20 5.20 4.4 ng 169303 1 6.97 768575 20.0
unknown6.75 6.75 79.5 ng 3054560 1 6.97 768575 20.0
Benzene, 1,2,3-tr... 7.03 5.3 ng 201853 1 6.97 768575 20.0
Benzene, 1-propenyl- 7.15 7.6 ng 292107 1 6.97 768575 20.0
Benzene, 1,4-diet... 7.22 4.3 ng 165690 1 6.97 768575 20.0
Benzene, 1,2-diet... 7.30 2.4 ng 92112 1 6.97 768575 20.0
unknown7 .60 7.60 3.4 ng 132194 1 6.97 768575 20.0
Benzene, (2-methy... 7.90 2.3 ng 153759 2 8.26 1323170 20.0
Benzene, 2-etheny... 7.99 10.9 ng 718755 2 8.26 1323170 20.0
1H-Inden-1-o0l, 2,... 8.51 8.0 ng 531948 2 8.26 1323170 20.0
Naphthalene, 1,2,... 8.76 4.0 ng 261282 2 8.26 1323170 20.0
1H-Inden-1-one, 2... 8.85 2.1 ng 142420 2 8.26 1323170 20.0
Naphthalene, 1,2,... 8.92 3.5 ng 227951 2 8.26 1323170 20.0
1-Heneicosanol 13.97 4.0 ng 219672 5 14.16 1087170 20.0
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