LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 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-BF063016.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 1.861 20 24 34 rvB2 33543 72475 1.87% 0.223%
2 2.010 34 37 41 rBv 67315 87417 2.26% 0.269%
3 4.970 293 296 305 rvB 254766 411403 10.64% 1.265%
4 5.393 330 333 335 rvB 2825275 3048442 78.84% 9.377%
5 5.793 366 368 372 rBV 33125 39003 1.01% 0.120%
6 6.330 413 415 417 rVB 70528 84693 2.19% 0.261%
7 6.433 421 424 426 rVB 2520276 3028644 78.33% 9.316%
8 6.559 432 435 438 rBV 2352020 3466509 89.65% 10.663%
9 6.639 440 442 445 rVV 42798 64447 1.67% 0.198%
10 6.719 448 449 453 rBV3 32611 54157 1.40% 0.167%

11 6.799 453 456 457 rVvv 647884 728473 18.84% 2.241%
12 6.947 467 469 472 rVB 1956209 2678414 69.27% 8.239%
13 7.359 502 505 508 rvv 1940770 2007239 51.91% 6.174%

14 7.404 508 509 511 rVB 74248 54334 1.41% 0.167%
15 7.461 511 514 515 rBV 35064 57986 1.50% 0.178%
16 8.079 566 568 570 rBV 1200146 999848 25.86% 3.075%
17 8.159 571 575 576 rVB 23764 39492 1.02% 0.121%
18 8.513 604 606 608 rBvV 67047 55165 1.43% 0.170%
19 8.787 627 630 635 rvB2 40429 73436 1.90% 0.226%
20 9.165 660 663 665 rBV 3142645 3866725 100.00% 11.894%
21 9.245 669 670 672 rvVv 46263 52847 1.37% 0.163%
22 9.416 681 685 688 rBvV 33708 45037 1.16% 0.139%
23 9.485 688 691 693 rBv 47604 85847 2.22% 0.264%

24 9.553 695 697 699 rvv 1114282 957321 24.76% 2.945%
25 9.827 719 721 724 rVV 952200 916978 23.71% 2.821%

26 10.250 755 758 762 rBV3 64435 131483 3.40% 0.404%
27 10.330 762 765 767 rBvV2 28268 46584 1.20% 0.143%
28 10.616 787 790 792 rBV 1860932 1752502 45.32% 5.391%
29 10.742 799 801 804 rBvV2 90107 150283 3.89% 0.462%

30 11.188 839 840 842 rBV2 53146 53795 1.39% 0.165%
31 11.302 848 850 854 rVvB 554809 767266 19.84% 2.360%
32 11.485 863 866 868 rvB2 48067 55669 1.44% 0.171%
33 11.622 876 878 883 rvB2 33767 83858 2.17% 0.258%
34 11.805 893 894 895 rBvV 48881 44284 1.15% 0.136%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 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-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.839 895 897 899 rvv2 98917 163510 4.23% 0.503%

36 11.919 902 904 908 rVvB 46824 93627 2.42% 0.288%
37 12.022 908 913 916 rVvB2 40108 70259 1.82% 0.216%
38 12.102 918 920 922 rBV 55822 55403 1.43% 0.170%
39 12.285 934 936 939 rVB 29768 47125 1.22% 0.145%
40 12.353 940 942 944 rvV 63549 69784 1.80% 0.215%
41 12.776 977 979 983 rvVB2 25515 67483 1.75% 0.208%
42 12.891 987 989 992 rVB 2131524 2407059 62.25% 7.404%
43 13.028 999 1001 1002 rBV 30922 40890 1.06% 0.126%
44 13.131 1006 1010 1012 rBV4 32467 85131 2.20% 0.262%
45 13.474 1038 1040 1043 rVB2 59152 79802 2.06% 0.245%
46 13.588 1046 1050 1053 rVB2 38904 83638 2.16% 0.257%
47 13.679 1055 1058 1060 rBV2 24418 40666 1.05% 0.125%

48 13.794 1066 1068 1072 rBV 408485 421371 10.90% 1.296%
49 13.931 1078 1080 1083 rBV 779520 802642 20.76% 2.469%

50 14.114 1092 1096 1098 rVB4 28873 54172 1.40% 0.167%
51 14.319 1111 1114 1115 rBV 32193 44957 1.16% 0.138%
52 14.434 1121 1124 1127 rBV 257550 418430 10.82% 1.287%
53 14.696 1145 1147 1148 rBV 36016 40823 1.06% 0.126%
54 14.731 1148 1150 1154 rVB 44026 70609 1.83% 0.217%

55 15.051 1174 1178 1182 rBV2 79889 151665 3.92% 0.467%

56 15.337 1200 1203 1205 rBV 437603 593324 15.34% 1.825%

57 15.668 1230 1232 1235 rVB3 32143 55071 1.42% 0.169%

58 15.839 1244 1247 1251 rVB3 34482 73502 1.90% 0.226%

59 16.857 1333 1336 1342 rVB2 75403 152987 3.96% 0.471%

60 17.234 1366 1369 1373 rVB4 20975 43664 1.13% 0.134%

61 17.965 1429 1433 1440 rVB4 44096 129782 3.36% 0.399%

62 19.120 1531 1534 1544 rVBS8 17587 90911 2.35% 0.280%
Sum of corrected areas: 32510343
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF088634.D
3000000 539

6.43
2500000 5.56
2000000 695 736

1500000

1000000
6.80

500000
4.97 %{
oL 18801 A 5.79 6.38 |p.6a12 | #06

T T f
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088634.D

3000000 9116

2500000
12.89
2000000 10.62

1500000
9.55
1000000 9.83

11.30
500000

616 851 879  |lo.2d 1ogms {1074 11.19| 1148 e2rpimex104285 12.74;1313313 1343

e ittt L Al e e e M o N T e P a e e s

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088634.D

3000000

2500000
2000000
1500000

1000000 13.93

15.34

500000

w78 15.05 15.675.84 16.86 1723 17.97 19.12

R S e e e e S S ===

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Propane, 1,1-dimethoxy- Concentration Rank 15

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

2.01 2.40 ng 87417 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 72
2 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 38
3 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
5 2-(2-Bromoethyl)-1,3-dioxolane 180 C5H9Bro2 018742-02-4 9

Abundance Scan 37 (2.010 min): BF088634.D (-34) (-) m/z 75.10 100.00%
75
5000 45 A
1 | 108 180 200 220 240
o} N 1§ S U 1 N & A m/z 73.10 75.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 BRSSP SR
1.80 2.00 2.20 2.40
m/z 45.10 43.05%
A
e R R R AR RS RN AR RN RSN AR LRSS RALSS AR &
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
75
180 200 220 240
5000 m/z 41.10 29.40%
31 47 57 89
ol 39 103 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15028: Acetic acid, dimethoxy-, methy! ester B R
75 1.80 2.00 2.20 2.40
m/z 77.00 25.60%
5000
15 31 47
\ 59 gg 108 133 A
O e T e e RS S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.97 11.29 ng 411403 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 14
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 296 (4.970 min): BF088634.D (-293) (-) m/z 43.05 100.00%
43
59
5000
i 50 ko sbo 8k
83 : : : :
o...,....,....,....I,'::..??.-!.',...‘??....,.-...,....-,|....1,1.1...,....,....,...., m/z 59.10 61.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRS RN U
59 460 4.80 5.00 5.20 5.40
m/z 101.10 21.81%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.57%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone o R e R
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.74%
5000 43
31
0 ]75 ! ‘ \‘\ an 69 8\7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 unknown6.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.56 95.17 ng 3466510 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 435 (6.559 min): BF088634.D (-432) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 ¥ 620 640 6.60 680
104 : . :
o..,....,....,...:,“.'.‘.‘?," Sh. '|....,..5.‘.7,....,.'!..,.1.1:‘3.,...., - m/z 68.10 50.12%
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 AR U SR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.39%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.0 680
5000 m/z 66.10 31.74%

15 28 39 52 6 77 o0 104 o

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

Abundance #14144: 5-Fluoro-2-chloropyrimidine A B e

132 6.20 6.40 6.60 6.80
m/z 69.10 20.15%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

AR B e R A B o o R B e e

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.74 3.92 ng 150283 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methyl-4-(methoxycarbonyl)hexa... 184 C9H1204 1000104-10-8 89
2 Dodecane 170 C12H26 000112-40-3 70
3 Tetracosane 338 C24H50 000646-31-1 62
4 Eicosane 282 C20H42 000112-95-8 58
5 Pentadecane 212 C15H32 000629-62-9 58
Abundance Scan 801 (10.742 min): BF088634.D (-799) (-) m/z 57.10 100.00%
g7
5000
169 ARSIV
3 113 141 10.40 10.60 10.80 11.00
0 m/z 43.10 70.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
57
81
125 184
5000 AU LR UGS B
152 10,40 10.60 10.80 11.00
| m/z 71.10  64.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10.40 10.60 10.80 11.00
5000 m/z 85.10 43 _.55%
85
29
B R KA B N S LA LA AR LA LARAN LARAN LAY LA LA AR ARAN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57 10.40 10.60 10.80 11.00
m/z 41.05 33.90%
5000 85
29 113
0 |y 0,141 169 197 225 253 281 309 338
m/z--> 2'0 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 2-Bromotetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.62 2.19 ng 83858 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 58
2 Hexadecane 226 C16H34 000544-76-3 53
3 Heptadecane 240 C17H36 000629-78-7 53
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 50
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 47

Abundance Scan 878 (11.622 min): BF088634.D (-876) (-) m/z 57.10 100.00%

57
43 | 71

5000

9 179 194 R AR E s EE R
113 127 141 210 11.40 11.60 11.80 12.00

o m/z 71.10 74 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #124147: 2-Bromotetradecane
57
71
43
85
5000 LI N B L TTTT TT1
11.40 11.60 11. 80 12. 00
29 9 m/z 43.10 69.99%
113127141
15 | 4| ) | ] 155 107
0...,.‘...‘,...“.‘,..‘:.,‘....‘,....,.‘...,‘....,....,....‘ R R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 ¥
R N EEEE S s R
11.40 11.60 11.80 12.00
5000 71 m/z 85.10 56.34%
85
29
o 99 113 127 141 155 169 183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57 11.40 11.60 11.80 12.00
43 m/z 41.10 31.10%
71
5000 85
29 9
o InE 1}3127141155169182196210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.84 4.26 ng 163510 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
Abundance Scan 897 (11.839 min): BF088634.D (-895) (-) m/z 192.10 100.00%
192
5000 j\[\
94 165 T T T T T T T
3 115 129 141152 208 11.60 11.80 12.00 12.20
of m/z 191.10 59.49%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
m/z 189.10 28.37%
165
ol 27 39 51 63 74 86 9 115106 139 152 | 178 HM‘
mz-> 20 40 60 80 100 120 140 160 180 200 '
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.10 16.04%

165
27 39 50 63 74 86 96 115126 139 152 176

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

Abundance #54750: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 73.10 15.78%
5000
g 94 165
e e e B B o o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Phenanthrene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.44 ng 93627 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 89
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 76
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 76
Abundance Scan 904 (11.919 min): BF088634.D (-902) (-) m/z 192.05 100.00%
1
5000
T
39 57 70 82 95 111 127139152 11.60 11.80 12.00 12.20
o} m/z 191.10 63.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
m/z 193.10 30.93%
27 3950 63 g2 96 115127139152 \ 176 N
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 189.10 29.54%
165
ol 15 27 39 51 63 83 96 115157139152 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54731: Anthracene, 9-methyl-
192 11.60 11.80 12.00 12.20
m/z 165.10 21.88%
5000
96
ol 27395163 82 | 1151271391521?5176 JM
m/z--> 20 40 6|O 80 100 120 140 160 180 200 220 11.60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 unknownl13.13 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.12 ng 85131 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 38
2 Octadecane, 1l-chloro- 288 C18H37ClI 003386-33-2 38
3 Tetratetracontane 619 C44H90 007098-22-8 38
4 Hexadecane 226 C16H34 000544-76-3 38
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 38
Abundance Scan 1010 (13.131 min): BF088634.D (-1006) (-) m/z 57.10 100.00%
57
5000
i e l 12.80 13.00 13.20 13.40
o,....,...'“ M e || M/z 4310 72.19%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57
5000 USRS IR BN B
12.80 13.00 13.20 13.40
99 m/z 71.10 66.63%
o 281 L4 1 183 225 267 309 380
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
12,80 13.00 13.20 13.40
5000 m/z 85.10 41 _.37%
91
ol 26 133 175 217252288
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R B
57 12.80 13.00 13.20 13.40
m/z 55.10 28.10%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. OO 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 unknownl3.59 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.08 ng 83638 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecenal 266 C18H340 056554-86-0 46
2 Tetradecanal 212 C14H280 000124-25-4 43
3 16-Octadecenal 266 C18H340 056554-87-1 43
4 Heptadecanal 254 C17H340 1000376-70-0 43
5 13-Octadecenal 266 C18H340 056554-90-6 41

Abundance Scan 1050 (13.588 min): BF088634.D (-1046) (-) m/z 57.10 100.00%

82

5000

.

13.20 13.40 13.60 13.80 14.00
m/z 43.10 90.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115860: 17-Octadecenal

57 2

43
96

-

5000 T T T T T
13.20 13.40 13.60 13.80 14.00

110 m/z 82.10 89.04%
124439 224,252
ol 152 168182196210 238 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 57
82
13.20 13.40 13.60 13.80 14.00
5000 96 m/z 55.05 70.97%
27 110

. 124138157 168 194

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115861: 16-Octadecenal TS e
2 13.20 13.40 13.60 13.80 14.00

m/z 230.10 67.21%

-

96
5000

110
252

124
138152 168182 207 22453g

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.79 10.50 ng 421371 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 1068 (13.794 min): BF088634.D (-1066) (-) m/z 57.10 100.00%

[~

7

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 83.10 97.20%

o 139 167 195216 244

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83

-

5000
13.40 13.60 13.80 14.00 14.20
- m/z 55.10 94.44%
139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
S R
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 43.10 87.16%
29 139

167 195 222 250 280 308 336

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol I S,
55 83 13.40 13.60 13.80 14.00 14.20
m/z 97.10 86.00%

5000
29
ol il 167 196 224 252 280 308

III|IIII|III|IIII|II _r'_'_'_'—r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .43 10.43 ng 418430 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Cetene 224 C16H32 000629-73-2 93
Abundance Scan 1124 (14.434 min): BF088634.D (-1121) (-) m/z 57.10 100.00%
57 83
. T L,\b_,/\“,/\d
R SUNLE I BN B
139 167 195 14.20 14.40 14.60 14.80
B — ,l . l* Wea o> 2229272 T 77 83.10 98.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 1l L S I L B
mmmmmmmm
29 m/z 97.10 94 .70%
0 L “ h L L I ,157 196 224 252 280 308
m/z--> éo 100 150 200 2éo 360 3%0 460
Abundance
57 97
1420 14.40 14.60 14.80
5000 m/z 69.10 89.31%
125
o 29 77 153 181 209 236 264 292 320 350 378
m/z--> éo 160 1éo 260 250 360 3%0 400
Abundance #155046: 1-Heneicosanol R A s B
55 83 14.20 14.40 14.60 14.80
m/z 55.10 88.97%
5000 111 L_J\J\‘d\vv_/\\-ﬂvJVJ\“ax—
29
m/z--> éo 160 150 260 2éo 360 3%0 400 1450 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 unknownl14.73 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.38 ng 70609 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[a]anthracene, 7,12-dimethyl- 256 C20H16 000057-97-6 45
2 Benz(a)anthracene, 4,7-dimethyl- 256 C20H16 035187-18-9 45
3 Benz(a)anthracene, 6,8-dimethyl- 256 C20H16 000317-64-6 45
4 Benzo[c]phenanthrene, 5,8-dimethyl- 256 C20H16 054986-63-9 42
5 4-Hydroxy-1-methyl-6-phenyl-3-(p... 256 C15H16N202 1000239-66-9 38

Abundance Scan 1150 (14.731 min): BF088634.D (-1148) (-) m/z 256.10 100.00%

2

55 83

5000

%

276

25 142 166181 200 225

14.40 14.60 14.80 15.00

o’ m/z 83.10 70.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107730: Benz[a]anthracene, 7,12-dimethyl-
256
5000 TT [T T I T [T T T T[T T T T[T TTT]
241 14.40 14.60 14.80 15.00
120 m/z  55.10 64 .95%
ol 43 63 83 106 | 135150165 187202 226 M n
LA B o B e e e AR RAARA AR R R Rt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
256
R R e
14.40 14.60 14.80 15.00
5000 m/z 57.10 64 .20%
128 239
oL 3 63 g8 113 163177 200215
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107720: Benz(a)anthracene, 6,8-dimethyl- e A ma S
256 14.40 14.60 14.80 15.00
m/z 97.10 58.16%
- _JL\MJ\\
239
128
oL 30 63 8 100114+ 163 189 215 | .
R R R AR RARRAREE R B! R AR,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.05 5.11 ng 151665 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 1178 (15.051 min): BF088634.D (-1174) (-) m/z 57.10 100.00%

57 83

?

5000 4

285300 14.80 15.00 15.20 15.40
m/z 83.10 87 .56%

139153 169 190207 224 544256

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81246: Cyclohexadecane

55 83

s

5000

14.80 15.00 15.20 15.40
m/z 55.10 85.87%

196 224

153167

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A_f/\/\\/\‘,\_J\\'\/\/\/
Abundance
57
83 R e e R A mEE
14.80 15.00 15.20 15.40
5000 m/z 69.10 82.03%
41
111

mmmmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #205392: Trichloroacetic acid, hexadecy! ester e RARREEE RS
14.80 15.00 15.20 15.40

m/z 43.10 81.19%

69

5000

Is

139155 181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 5-Eicosene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.48 ng 73502 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 83
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 74
3 Behenic alcohol 326 C22H460 000661-19-8 70
4 n-Tetracosanol-1 354 C24H500 000506-51-4 70
5 1-Eicosene 280 C20H40 003452-07-1 64

Abundance Scan 1247 (15.839 min): BF088634.D (-1244) (-) m/z 83.10 100.00%

{818

5000

15.60 15.80 16.00 16.20

0 m/z 97.10 83.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LA L B L LB L L B B
15. 60 15. 80 16. OO 16. 20
29 m/z 43.10 70.98%
0 La 126 153 182 209224 252 280
 Baasasn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 57
83 UMM
15.60 15.80 16.00 16.20
5000 m/z 57.10 69.25%
111
oL 25 126 153 182 210 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol R AR RRRES T
55 15.60 15.80 16.00 16.20

m/z 69.10 68 .85%

5000

L

29
ol 167182 210 238 264280 308
rrrprtrhe 8 o S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 60 15. 80 16. 00 16. 20

139
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.86 5.16 ng 152987 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 89
2 Guaia-3,9-diene 204 C15H24 000489-83-8 58
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 55
4 Farnesyl bromide 284 C15H25Br 006874-67-5 49
5 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 47
Abundance Scan 1336 (16.857 min): BF088634.D (-1333) (-) m/z 204.20 100.00%

204
135
% 107
5000 189
41 9 161 260 016
219 241 | 284 16,60 16.80 17.00 17.20
01 m/z 135.10 69.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 o1 107 133 189

16.60 16.80 17.00 17.20
m/z 121.10 62.18%
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105 135 161

204

5000

a1 16,60 16.80 17.00 17.20
5000 189 m/z 69.10 58.62%

81
65

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64525: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... R A REERE EEREE S L
05 4 16.60 16.80 17.00 17.20

m/z 133.10 56.82%

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 60 16. 80 17. 00 17. 20

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.97 4_.37 ng 129782 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 60
2 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 38
3 Toluene, 4-chloro-2-fluoro-5-nitro- 189 C7H5CIFNO2 018349-11-6 30
4 Spiro[5.5]Jundec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 25
5 _.beta.-Humulene 204 C15H24 000116-04-1 25
Abundance Scan 1433 (17.965 min): BF088634.D (-1429) (-) m/z 95.10 100.00%
55 81 ° 121 189
135
207
5000 41
149 175 229 e
281 17.60 17.80 18.00 18.20
0 m/z 189.10 90.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

5000

17.60 17.80 18.00 18.20
m/z 107.10 86.09%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
41 B LN B s
107 17.60 17.80 18.00 18.20
5000 m/z 121.10 79.86%
55 133 189
147161 204
175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52569: Toluene, 4-chloro-2-fluoro-5-nitro- R BEEmm R B
107 189 17.60 17.80 18.00 18.20
m/z 81.10 79.57%
5000 143 159
i H\ i
0 ”““‘wH“‘ e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 unknownl19.12 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.12 3.06 ng 90911 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Penten-4-yn-1-ol, 3-methyl-, (E)- 96 C6H80 006153-06-6 30
2 Tricyclo[4.4.0.0(2,8)]dec-3-en-5-0l1 150 C10H140 1000193-38-7 15
3 2-Cyclopenten-1-one, 3-ethyl- 110 C7H100 005682-69-9 14
4 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 11
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 11
Abundance Scan 1534 (19.120 min): BF088634.D (-1531) (-) m/z 55.10 100.00%

5000

18.80 19.00 19.20 19.40

01 m/z 95.10 99.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #2826: 2-Penten-4-yn-1-ol, 3-methyl-, (E)-
81
41
6
5000 LA L L L L L L L L
18. 80 19. OO 19. 20 19. 40
6 m/z 69.10 82.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95
R RN R SRR
18.80 19.00 19.20 19.40
5000 79 150 m/z 125.10 59.23%
39 - 109
132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5846: 2-Cyclopenten-1-one, 3-ethyl- ERR T
81 110 18.80 19.00 19.20 19.40
53 m/z 123.10 56.65%
5000{ 27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 80 19. 00 19. 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088634.D

Acq On : 2 Jul 2016 23:28

Operator : UM/SJ

Sample - H3837-11

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,1-dime... 2.01 2.4 ng 87417 1 6.80 728473 20.0
2-Pentanone, 4-hy... 4 .97 11.3 ng 411403 1 6.80 728473 20.0
unknown6 .56 6.56 95.2 ng 3466510 1 6.80 728473 20.0
3-Methyl-4-(metho... 10.74 3.9 ng 150283 4 11.31 767266 20.0
2-Bromotetradecane 11.62 2.2 ng 83858 4 11.31 767266 20.0
Anthracene, l-met... 11.84 4.3 ng 163510 4 11.31 767266 20.0
Phenanthrene, 1-m... 11.92 2.4 ng 93627 4 11.31 767266 20.0
unknown13.13 13.13 2.1 ng 85131 5 13.93 802642 20.0
unknown13.59 13.59 2.1 ng 83638 5 13.93 802642 20.0
n-Nonadecanol-1 13.79 10.5 ng 421371 5 13.93 802642 20.0
Behenic alcohol 14.43 10.4 ng 418430 5 13.93 802642 20.0
unknownl14 .73 14.73 2.4 ng 70609 6 15.34 593324 20.0
Cyclohexadecane 15.05 5.1 ng 151665 6 15.34 593324 20.0
5-Eicosene, (E)- 15.84 2.5 ng 73502 6 15.34 593324 20.0
1,1,4a-Trimethyl-_.. 16.86 5.2 ng 152987 6 15.34 593324 20.0
5-Bromo-4-oxo0-4,5... 17.97 4.4 ng 129782 6 15.34 593324 20.0
unknown19.12 19.12 3.1 ng 90911 6 15.34 593324 20.0
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