LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 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-BF102616.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.156 3 6 25 rvB7 14743 123013 3.58% 0.324%
2 4.933 246 249 256 rVB 467011 619572 18.03% 1.631%
3 5.367 284 287 290 rBVY 2578352 2617986 76.18% 6.890%
4 6.419 376 379 381 rBVY 2621677 2949980 85.84% 7.764%
5 6.545 387 390 392 rBVY 2951173 3160344 91.96% 8.317%
6 6.773 408 410 412 rBV 804356 713478 20.76% 1.878%
7 6.933 421 424 426 rBVY 2395713 2547087 74.12% 6.703%
8 7.345 457 460 462 rBV 1640789 1884558 54.84% 4 .960%
9 7.425 466 467 476 rvVB2 31044 58912 1.71% 0.155%
10 8.065 520 523 525 rBV 860180 1025556 29.84% 2.699%

11 9.139 615 617 620 rBV 3942090 3436578 100.00% 9.044%
12 9.539 650 652 654 rBVY 1118328 998731 29.06% 2.628%
13 9.813 674 676 678 rBVY 1336492 1107552 32.23% 2.915%
14 10.259 713 715 716 rVB 32003 41820 1.22% 0.110%
15 10.602 742 745 747 rBV 1883574 1738693 50.59% 4_.576%

16 10.728 754 756 759 rVB 86466 100441 2.92% 0.264%

17 10.934 769 774 777 rBV6 14648 39846 1.16% 0.105%
18 11.174 793 795 796 rBV 78845 58313 1.70% 0.153%
19 11.208 796 798 801 rvB2 39914 57117 1.66% 0.150%
20 11.299 804 806 810 rBvV2 826625 1258174 36.61% 3.311%
21 11.368 810 812 814 rVB 57157 71079 2.07% 0.187%
22 11.551 823 828 831 rBV3 20960 62804 1.83% 0.165%
23 11.596 831 832 834 rBV 60729 66076 1.92% 0.174%
24 11.699 839 841 844 rVB 162756 147343 4._.29% 0.388%
25 11.802 847 850 851 rBvV 53445 74559 2.17% 0.196%
26 11.825 851 852 855 rvB 89858 80865 2.35% 0.213%
27 11.905 857 859 864 rvB2 80111 151032 4_.39% 0.397%
28 12.008 867 868 869 rvB 58836 40361 1.17% 0.106%
29 12.088 872 875 877 rBv2 36732 87739 2.55% 0.231%
30 12.248 885 889 890 rvB2 54727 78299 2.28% 0.206%
31 12.294 890 893 896 rBvV2 26738 56414 1.64% 0.148%
32 12.351 896 898 899 rBvV 59885 72957 2.12% 0.192%
33 12.408 899 903 904 rvv2 555799 932982 27.15% 2.455%
34 12.431 904 905 907 rvv2 69615 77207 2.25% 0.203%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.511 908 912 914 rvV 436213 675034 19.64% 1.777%

36 12.557 914 916 919 rVvB2 37619 63300 1.84% 0.167%
37 12.728 928 931 933 rBV2 394953 600115 17.46% 1.579%
38 12.854 940 942 943 rBV 54571 79687 2.32% 0.210%
39 12.888 943 945 947 rVV 3046218 3068435 89.29%% 8.075%
40 12.957 949 951 953 rvv2 52739 93241 2.71% 0.245%

41 13.014 955 956 958 rvv 127243 187562 5.46% 0.494%
42 13.059 958 960 962 rvv 66810 107640 3.13% 0.283%

43 13.128 964 966 968 rvv2 66729 87498 2.55% 0.230%
44 13.162 968 969 973 rVB 72641 101924 2.97% 0.268%
45 13.254 975 977 979 rVvV 50936 65353 1.90% 0.172%
46 13.391 987 989 991 rVB 44542 48685 1.42% 0.128%
47 13.471 993 996 997 rBV2 71014 110014 3.20% 0.290%
48 13.574 1003 1005 1007 rBV 59082 83506 2.43% 0.220%

49 13.677 1012 1014 1016 rBV2 66416 119447 3.48% 0.314%
50 13.791 1022 1024 1028 rVB2 202079 277663 8.08% 0.731%

51 13.928 1033 1036 1041 rBV2 996094 1748987 50.89% 4.603%
52 14.111 1050 1052 1054 rBV 63198 66110 1.92% 0.174%
53 14.420 1077 1079 1080 rBV2 109467 147538 4._.29% 0.388%
54 14.945 1123 1125 1129 rBV 314626 624526 18.17% 1.644%
55 15.037 1130 1133 1135 rVB2 203607 357564 10.40% 0.941%

56 15.231 1147 1150 1152 rBV2 167214 274781 8.00% 0.723%
57 15.288 1153 1155 1158 rVV 228028 405250 11.79% 1.067%
58 15.345 1158 1160 1166 rVB 626335 952896 27.73% 2.508%
59 15.997 1215 1217 1226 rVB 237109 602005 17.52% 1.584%
60 16.397 1250 1252 1260 rVB 255301 511435 14.88% 1.346%

Sum of corrected areas: 37997664
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

.16

TIC: BF090889.D

6.54

5.37 6.42

6.93

6.77
4.93

7.34

7.42

0
Time-->

2.50

3.00

3.50

4.00

4.50

5.00

5.50

6.00

6.50

7.00

7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF090889.D
14

12.89

10.60

9.81
9.54

8.06
128511073

L 10.26 10.73 o3 Hatlh 37358 EER 1R 2

Time-->

I
8.00

8.50

9.50 10.00 10.50 11.00

9.00 11.50 12.00 12.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF090889.D

13.93

15.35

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00

8270-BF102616.-M Fri Oct 28 17:30:22 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.93 17.37 ng 619572 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 249 (4.933 min): BF090889.D (-246) (-) m/z 43.10 100.00%
43
59
5000
101 SN GO
83 460 4.80 5.00 5.20
o...,....,....,....I,'::..?.l.~!.|i...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 69.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL I UL
59 460 480 500 520
m/z 101.10 26.09%
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
43 59
4.60 480 500 520
5000 18 m/z 58.10 17.66%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A BEEEN R
59 460 4.80 5.00 5.20
m/z 41.10 9.09%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY U R U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.54 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.54 88.59 ng 3160340 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12

5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 390 (6.545 min): BF090889.D (-387) (-) m/z 132.00 100.00%
5000
68
% 620 640 6.60 6.80
40 54 7 105 : : : :
0 & N m/z 134.00 34.12%
miz--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI L L L LN LB LA |
6.20 6.40 6.60 6.80
0
- 78 m/z 68.10 32.90%
0 ‘ L1 H (1 L 1
T e T L = = ST
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
I —
“ 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.10 20.08%
0 89 | 107 158 189
T R T = S SRTRE i
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal S EEEmERmmama TR
132 6.20 6.40 6.60 6.80
m/z 96.10 14 _.35%
5000 67
41 97
53 117
79
A = T
miz--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.70 2.34 ng 147343 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 841 (11.699 min): BF090889.D (-839) (-) m/z 74.10 100.00%
74
5000
43 143 SR L W S
97 129 171185199213227241 11.40 11.60 11.80 12.00
0 ...,....,|...E[|',.-.'.. ph 1L T | 18TATOI99213 T 24 210 | h/z 87.10  72.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100708: Hexadecanoic acid, methyl ester
74
A\
5000 L B UL SULILN B
43 11.40 11.60 11.80 12.00
29 7 m/z 43.10 24 .75%
0 1\5 \‘ ‘\ T\‘\ ! ‘ L, 8 Ll 11512\9 ‘ 157171185199213227241 27\0
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 250 260
Abundance
74
11,40 1160 11.80 12.00
5000 43 m/z 55.10 22.71%
57 143
o 88  115129°7%157171185199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester R A REEam B S
74 11.40 11.60 11.80 12.00
m/z 41.10 17.85%
5000 43
29 || %7 143
0 | I \‘\‘ 9]111 129 157171185199213227241 270
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.40 ng 151032 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvyd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 49
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 30

Abundance Scan 859 (11.905 min): BF090889.D (-857) (-) m/z 189.00 100.00%

1

5000

11.60 11.80 12.00 12.20

210 224 m/z 190.00  92.58%

110 126 139150

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-

g

11,60 11.80 12.00 12.20
m/z 192.10 84.51%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
11.60 11.80 12.00 12.20
5000 m/z 191.10 65.00%
94
0 27 39 50 63 81 110122 137 150163 178
B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene AR s S
189 11.60 11.80 12.00 12.20
m/z 94.50 33.90%
5000
94
81 163
S N AN | e i e it
m/z--> 20 40 60 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\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.41 14.83 ng 932982 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 70
3 Oleic Acid 282 C18H3402 000112-80-1 58
4 6-0Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 55
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 53

Abundance Scan 903 (12.408 min): BF090889.D (-899) (-) m/z 55.10 100.00%

5000

.
f

12.00 12.20 12.40 12.60 12.80
m/z 69.10 75.03%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115452: 9-Octadecenoic acid (Z)-, methyl ester
5

74

_
f

5000 NI L L L L L L
12.00 12.20 12.40 12.60 12.80
123 m/z 74.10 61.87%
o 138 165180 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
e B
74 12.00 12.20 12.40 12.60 12.80
5000 . m/z 41.10 59.17%
7
29
123 222 264
138153 180 507" 246 | 279296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107517: Oleic Acid e e
12.00 12.20 12.40 12.60 12.80
m/z 83.10 54 _.39%

r

5000

264

:

125 151 180

207222 246
R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.01 2.14 ng 187562 Chrysene-d12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl-7-(1-meth... 234 C18H18 000483-65-8 99
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 93
3 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 53
4 2.3.5.6-Detetrahvdrocyclohexanon... 234 C15H2202 101100-38-3 47
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 47
Abundance Scan 956 (13.014 min): BF090889.D (-955) (-) m/z 219.10 100.00%
219
234
5000 204
102 189
63 76 89 152165 12.60 12.80 13.00 13.20 13.40
o 89 C i bk 2 Tmsz 234.10  51.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-
219
234
5000 LA RSN RGN SRR B
204 12.60 12.80 13.00 13.20 13.40
189 m/z 204 .05 36.98%
m/z--> 20 40 60 85 100 150 140 1éo 1§0 260 220 240
Abundance
219 234
12/60 12.80 13.00 13.20 13.40
5000 m/z 203.10 32.97%
204
0 39 63 76 89102117 139150165 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78731: Phenanthrene, 3,4,5,6-tetramethyl- N A BB
234 12.60 12.80 13.00 13.20 13.40
219 m/z 202.05 24 .99%
5000
0 63 76 8\\8\ h I 1:‘[7 152165 ‘ ‘ MH m‘ \‘
m/z--> 20 40 60 80 100 120 140 1éo 180 200 250 240 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.18 ng 277663 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 86
3 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 62
4 1-Octadecanol 270 C18H380 000112-92-5 60
5 1-Nonadecene 266 C19H38 018435-45-5 58
Abundance Scan 1024 (13.791 min): BF090889.D (-1022) (-) m/z 57.10 100.00%
57
5000 W
20 13140 1360 1330 14,00 14120
3 139 : : : :
ol LA L) ) 1130 160 202, | 250209290 316 350 s 4310 75.11%
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
5000 AR BRI DR BRI B
13. 40 13 60 13. 80 14. oo 14 20
29 n m/z 83.10 67.10%
168 196
0.‘. \‘I\ i “ H ‘M ‘hlﬁg‘ll "‘| 227| |25|8| —
m/z--> 50 150 200 250 300 350
Abundance
57
83 LI BN SR SURIL B
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.10 62.57%
29 139 204
0 167 196 253271289307325
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #115548: Octadecane, 1-(ethenyloxy)- I RREEEEEES T
7 13.40 13.60 13.80 14.00 14.20
m/z 97.10 62.14%
5000 83
29 111
N MLJ‘ ,138 166 104 222 253 281
m/z--> 50 o 150 2(')0 2éo 300 3&'30 13. 40 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library

= C:\DATABASE\NISTO2.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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.04 7.50 ng 357564  Perylene-diz 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosane.

2 Octadecane.
1-chlorodifluoromethoxy... 223 C7H4CIF2NO3

3 Benzene.

10-methvl- 296 C21H44
1-iodo- 380 C18H371

4 Heneicosane 296 C21H44

5 Docosane

310 C22H46

054833-23-7 93
000629-93-6 90
040750-71-8 90
000629-94-7 87
000629-97-0 86

Abundance Scan 1133 (15.037 min): BF090889.D (-1130) (-) m/z 57.10 100.00%
57
85
5000
Ll Illll3 141161183 223 222 281303 330 361 385 1480 15,00 1520 15.40
ol A b Ly SR e | 2098 390 N 2 m/z 71.10 79.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl-
57
5000 85 LA L L L L L
14.80 15.00 15.20 15.40
m/z 85.10 57.75%
154
ol b “ Pz NEE ST A R —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R mmE
85 14.80 15.00 15.20 15.40
5000 m/z 43.10 47 .43%
113 253
29
0 141 169 197 535 380
T T T T T T e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #71756: Benzene, 1-chlorodifluoromethoxy-4-nitro- T
85 14.80 15.00 15.20 15.40
m/z 99.10 20.14%
5000 223
122 188
0....,&‘J..,L.ﬁ4%....,..L. T R mmE
m/z--> 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF102616.-M Fri Oct 28 17:30:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.23 5.77 ng 274781 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Perylene 252 C20H12 000198-55-0 86
Abundance Scan 1150 (15.231 min): BF090889.D (-1147) (-) m/z 252.10 100.00%
282
5000
55 76 100 1?5 150171 200 224 273 299 326345365 390 15,00 15.20 1540 15:60
Ol sl P e e e S S B e m/z 250.10 29.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252
5000 IR A I B R

15.00 15.20 15.40 15.60
m/z 253.10  21.54%

50 74 99, M 146 174 200 224 |

Oy a2t
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
AL B B B
15.00 15.20 15.40 15.60
5000 m/z 125.10 13.00%
126
ol 39 74 100 150 174 200 224
e A R e T AL B s o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #89817: Benzo[a]pyrene R A BEREE maE e L
252 15.00 15.20 15.40 15.60
m/z 126.00 11.89%
5000
126
oL 50 74 100 | 149 174 200 224 |
—T T AL B i I
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15. 40 15. 60

8270-BF102616.-M Fri Oct 28 17:30:30 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl16.00 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.00 12.64 ng 602005 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 40
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 32
3 5-(p-Aminophenvl)-2-thiazolamine 191 CO9HON3S 090349-87-4 14
4 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 14
5 (-)-Neoclovene-(11), dihydro- 206 C15H26 1000152-83-6 10
Abundance Scan 1217 (15.997 min): BF090889.D (-1215) (-) m/z 191.10 100.00%
191
95
5000 69 123
163
4 | 15,60 15.80 16.00 16.20 16.40
264 383 : : : : :
o i) 239239 <00 S01 827 36175 m/z 95.10 57.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 AR U AR AR
15 60 15. 80 16. 00 16. 20 16. 40
o 95 135 163 m/z 81.10 54 _.09%
0....‘ ““““luu‘..‘....luuuu....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
41 LN IR SUNILR BRI I
&7 15.60 15.80 16.00 16.20 16.40
5000 m/z 177.10 45 .38%
135 274
N A 1 U 2 . —
m/z--> 50 100 150 200 250 300 350 400
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine A B
191 15.60 15.80 16.00 16.20 16.40
m/z 123.10 42 .12%
5000 M
6154
18 s 77 104 [
m/z--> 5'0 1(')0 1&'30 200 250 300 3&'30 400 15 60 15. 80 16. 00 16. 20 16. 40

8270-BF102616.-M Fri Oct 28 17:30:31 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102716\
Data File : BF090889.D

Aca On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample = H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF102616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 _beta.-iso-Methyl ionone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.40 10.73 ng 511435 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 59
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
4 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
5 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21NO2 036646-87-4 37
Abundance Scan 1252 (16.397 min): BF090889.D (-1250) (-) m/z 191.15 100.00%
191
95
5000 69
123
4 1 1600 16.20 16.40 16.60 16.80
218 278 397 : : : : -
o L .72, 220 217300320 347308 A . 'm/z 95.10 52.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 LIRS SUNILR SURIRN I
16.00 16.20 16.40 16.60 16.80
o5 135 163 m/z 81.10 45 _95%
0...|.. # "‘|“" ‘.h\.“‘.‘i.‘.“..l‘.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
1600 16.20 16.40 16.60 16.80
5000 m/z 69.10 37 .56%
43 6 91 123 149
L L L L L WL WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... A B
191 16.00 16.20 16.40 16.60 16.80
m/z 109.10 28.03%
5000{ 43
123
o % l 149
0.‘.‘.‘ﬂ.“‘.“.‘.‘JlldLEL.“|‘.‘L.‘.“..l.... ———————— N
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102716\
Data File : BF090889.D

Acq On : 28 Oct 2016 1:35

Operator : UM/SJ

Sample - H5423-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .93 17.4 ng 619572 1 6.77 713478 20.0
unknown6 .54 6.54 88.6 ng 3160340 1 6.77 713478 20.0
Hexadecanoic acid... 11.70 2.3 ng 147343 4 11.30 1258170 20.0
Benzaldehyde, 3,5... 11.91 2.4 ng 151032 4 11.30 1258170 20.0
9-Octadecenoic ac... 12.41 14.8 ng 032982 4 11.30 1258170 20.0
Phenanthrene, 1-m... 13.01 2.1 ng 187562 5 13.94 1748990 20.0
Ethanol, 2-(tetra... 13.79 3.2 ng 277663 5 13.94 1748990 20.0
Eicosane, 10-methyl- 15.04 7.5 ng 357564 6 15.35 952896 20.0
Benzo[e]pyrene 15.23 5.8 ng 274781 6 15.35 952896 20.0
unknown16 .00 16.00 12.6 ng 602005 6 15.35 952896 20.0
-beta.-iso-Methyl... 16.40 10.7 ng 511435 6 15.35 952896 20.0
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