LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 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-BF060716.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 1.735 11 13 21 rVB 107168 181682 7.27% 0.589%
2 1.861 21 24 35 rvw 746658 1265509 50.65% 4.102%
3 2.009 35 37 53 rvB3 33408 116627 4.67% 0.378%
4 4.970 293 296 300 rBV 108084 167210 6.69% 0.542%
5 5.393 330 333 335 rBVY 2227947 2422368 96.94% 7.852%

6.056 389 391 393 rVB 534359 653922 26.17% 2.120%
6.227 403 406 408 rBvV 40053 46851 1.87% 0.152%
427 rBV 1673275 2495303 99.86% 8.088%
6.570 433 436 438 rBV 1757249 2498753 100.00% 8.099%

QO ~NO®
(9}
N
w
w
N
N
=
N
N
N

1 6.799 453 456 458 rBvV 593118 695419 27.83% 2.254%
11 6.879 459 463 464 rBvV 33634 39269 1.57% 0.127%
12 6.913 464 466 467 rVvVv 70857 57806 2.31% 0.187%
13 6.947 467 469 472 rVB 1593155 1855256 74.25% 6.013%
14 7.210 489 492 495 rBvV 52718 59497 2.38% 0.193%
15 7.359 502 505 508 rBV 1234681 1495285 59.84% 4.847%
16 7.610 525 527 529 rBvV2 24071 28589 1.14% 0.093%
17 7.781 538 542 544 rBV2 35754 44094 1.76% 0.143%
18 7.827 544 546 548 rVB 30668 35237 1.41% 0.114%
19 7.987 558 560 564 rBvV 53300 77163 3.09% 0.250%
20 8.079 566 568 572 rvVv 793688 998347 39.95% 3.236%
21 8.136 572 573 577 rVB2 39143 42400 1.70% 0.137%
22 8.216 577 580 581 rBv2 94079 90959 3.64% 0.295%
23 9.004 644 649 651 rBv2 11389 29377 1.18% 0.095%
24 9.164 660 663 665 rBvY 2809735 2453242 98.18% 7.952%
25 9.244 665 670 674 rBv4 29344 84988 3.40% 0.275%
26 9.496 688 692 693 rBvV3 29587 49264 1.97% 0.160%
27 9.553 695 697 700 rvv 286499 361204 14.46% 1.171%
28 9.782 712 717 719 rBV 42632 66941 2.68% 0.217%
29 9.839 719 722 724 rBV 1100590 988625 39.56% 3.204%
30 10.045 738 740 741 rBV2 27983 36519 1.46% 0.118%
31 10.182 747 752 753 rBV5 11970 33705 1.35% 0.109%
32 10.273 759 760 762 rVB 68321 52584 2.10% 0.170%
33 10.376 768 769 773 rBV3 29051 48517 1.94% 0.157%

34 10.490 777 779 782 rVB 72517 105915 4.24% 0.343%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.627 788 791 793 rBV 1207382 1287170 51.51% 4.172%

36 10.765 799 803 805 rBvV 172953 274161 10.97% 0.889%
37 11.085 828 831 832 rBvV2 18958 27366 1.10% 0.089%
38 11.199 837 841 842 rBV 96562 133592 5.35% 0.433%
39 11.222 842 843 846 rVB 108960 120473 4.82% 0.390%
40 11.313 849 851 855 rBv2 631799 946903 37.90% 3.069%

41 11.393 855 858 859 rvB2 45356 64212 2.57% 0.208%
42 11.542 869 871 872 rBv2 18055 31799 1.27% 0.103%
43 11.576 872 874 876 rVB 41709 42813 1.71% 0.139%
44 11.622 876 878 879 rBvV 95513 81566 3.26% 0.264%
45 11.816 893 895 896 rBvV 43836 51720 2.07% 0.168%

46 11.850 896 898 900 rvv2 74635 105968 4.24% 0.343%
47 11.930 903 905 910 rvB4 68283 125751 5.03% 0.408%

48 12.033 912 914 915 rBV 64234 56882 2.28% 0.184%
49 12.102 918 920 922 rBV3 33221 54259 2.17% 0.176%
50 12.273 933 935 936 rvB2 39144 46432 1.86% 0.150%
51 12.308 936 938 940 rBV3 42463 83290 3.33% 0.270%
52 12.376 942 944 945 rVvV 52429 60314 2.41% 0.195%

53 12.422 945 948 950 rVB3 69463 121993 4._.88% 0.395%
54 12.536 956 958 959 rBvV 432600 356317 14.26% 1.155%
55 12.571 959 961 965 rVB4 98272 119471 4.78% 0.387%

56 12.753 975 977 979 rBV 333019 315515 12.63% 1.023%

57 12.788 979 980 982 rVB 106247 75958 3.04% 0.246%
58 12.902 988 990 993 rVB 1442706 1712634 68.54% 5.551%
59 12.982 993 997 999 rBvV2 27739 55867 2.24% 0.181%
60 13.039 1000 1002 1004 rVvVv 90230 95965 3.84% 0.311%
61 13.085 1004 1006 1008 rVB 81576 87140 3.49% 0.282%

62 13.142 1009 1011 1013 rVB2 144069 170305 6.82% 0.552%
63 13.188 1013 1015 1019 rBV2 70316 109812 4_.39% 0.356%
64 13.485 1039 1041 1043 rBvV 172239 172918 6.92% 0.560%
65 13.816 1068 1070 1073 rVB 231593 244977 9.80% 0.794%

66 13.954 1079 1082 1086 rBV2 778392 1078826 43.17% 3.497%
67 14.136 1095 1098 1099 rBV 146090 192384 7.70% 0.624%
68 14.434 1122 1124 1126 rBV 210871 218484 8.74% 0.708%
69 14.731 1148 1150 1153 rBV 190178 222203 8.89% 0.720%
70 14.971 1168 1171 1175 rVB 172415 369167 14.77% 1.197%

71 15.051 1176 1178 1181 rVB2 175563 218536 8.75% 0.708%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.245 1193 1195 1198 rVB 104900 142982 5.72% 0.463%
73 15.302 1198 1200 1203 rVV 117863 188824 7.56% 0.612%
74 15.371 1203 1206 1208 rVvV 422952 565370 22.63% 1.833%
75 15.405 1208 1209 1212 rVB 121387 144623 5.79% 0.469%

76 15.817 1243 1245 1247 rBV 98813 134325 5.38% 0.435%
77 17.131 1358 1360 1363 rVB 51028 82659 3.31% 0.268%
78 19.188 1536 1540 1551 rVB5 104123 381540 15.27% 1.237%

Sum of corrected areas: 30851893
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061316\

BF087993.D

13 Jun 2016 20:05

UM/SsJ

H3437-01

19 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Propane, 1,1-dimethoxy- Concentration Rank 16

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

2.01 3.35 ng 116627 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Glvcine 75 C2H5NO02 000056-40-6 5
3 Methane. nitroso- 45 CH3NO 000865-40-7 4
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 4
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 4

Abundance Scan 37 (2.009 min): BF087993.D (-35) (-) m/z 75.10 100.00%
75
5000 45
|5 | 180 200 220 240
o...,....,....,....',.'...,..'.'.,....,....,....,....,....,. m/z 73.10 73.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 IR SR S
1.80 2.00 220 2.40
m/z 45.10 38.46%
I 25\\ H\ % e 8 103
'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110
Abundance
30
180 200 220 240
5000 m/z 41.05 27.33%
75
45 57 69
S U SR I SIS UL I UL SULIL LS WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #92: Methane, nitroso- R e AR REEET R
30 1.80 2.00 220 2.40
45 m/z 47.00 16.58%
5000
15
S U SR I SR UL I UL SULIL LS WL RSN SRR S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.97 4.81 ng 167210 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 296 (4.970 min): BF087993.D (-293) (-) m/z 43.00 100.00%
43
59
5000
101 S I WS
460 4.80 5.00 5.20 5.40
83
o...,....,....,....','::..,?3.-!~I,....,....,.-...,...:,....,. m/z 59.10 62.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR S L U
460 4.80 5.00 5.20 5.40
m/z 101.10 23.34%
o 25 3 37 | 83 o3 01
R PRI SR SURL LR S AL SULELIL SURLEL S SULELIL UL WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 16.85%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2—methy|— LI L L L L L B
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.55%
5000
43 101
31
0 '|'%§'|' 'Jﬂlt""Jjj"lé?hh i"'ég" "|§?"| R S A RARBERRRAS RAARE RARNY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 5 _alpha.-Pinene Concentration Rank 4

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

6.06 18.81 ng 653922 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
4 (+)-3-Carene 136 C10H16 000498-15-7 91
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 90

Abundance Scan 391 (6.056 min): BF087993.D (-389) (-) m/z 93.10 100.00%
9B
5000
i 05 121 " 6ho 620 G
| || L] | 1% T 10— 23
Obr e el W e e e e e m/z 91.10 42 .85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
93
5000 T T |'A|
5.80 6.00 6.20 6.40
41 m/z 92.10 35.69%
27 ‘ 53 H 105 121 136 g
0 "I""I"""I""‘i""'l"""'elq"'hl "'l""'I'l"l"""l""l""'l"l'l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
580 6.00 620 6.40
5000 m/z 77.10 30.50%
41 7
27 53 67 105 121 o0

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

Abundance #15870: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- R EEEEE LRSS
93 580 6.00 6.20 6.40

m/z 79.10 24 .92%

5000

121
i A

15 ¥ m H\ H\ 86 ||| L,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 600 6.20 6.40

79 ‘

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 6 unknown6.57 Concentration Rank 1

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

6.57 71.86 ng 2498750 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 40
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 37
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 25
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 436 (6.570 min): BF087993.D (-433) (-) m/z 132.00 100.00%
5000
68
% 620 6.40 6.60 6.80 7.00
40 54
o AR 2 R | N m/z 134.00  34.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R AR I
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 28.81%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.10 18.11%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 12.49%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | I | B
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 8 Tridecane, 5-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.76 5.79 ng 274161 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Sulfurous acid. 2-ethvlhexvl tri... 376 C21H4403S 1000309-19-6 86
3 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 80
4 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 80
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 80
Abundance Scan 803 (10.765 min): BF087993.D (-799) (-) m/z 57.10 100.00%
g7
71

5000

99 113 I|IIII|IIII|IIII|IIII|I
127 141 155 169 183 10.40 10.60 10.80 11.00

0 m/z 71.10 80.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 LA L L L L L L L L L

10.40 10.60 10.80 11.00
85 m/z 43.10 48.25%

99 112
ol 30 | h‘ i ‘ 7 127 141 154 168 183 197 226
o A I B e A e o S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
71 S
10.40 10.60 10.80 11.00
5000 m/z 85.10 33.03%
43
85 113
o 29 % 127 141 154 183
i R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #191848: Sulfurous acid, dodecyl 2-ethylhexyl ester LB e SR
57 10.40 10.60 10.80 11.00
71 m/z 41.10 20.46%
5000
43
113
29 85
S Y O . AN MNSR, ) A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 40 10. 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 9 Heneicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.82 ng 133592 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 841 (11.199 min): BF087993.D (-837) (-) m/z 57.10 100.00%
57
5000 85
U] 3 ass % 10,80 11.00 11.20 11.40 11.60
(Y 55 0 0 VI PO — m/z 71.10 70.50%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R DR DR B
10 80 11. oo 11. 20 11.40 11.60
m/z 43.10 63.27%
29 113
0 \‘ Al h “\ ‘hw h‘ u‘ l 1?1\16‘9 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57
10,80 11.00 11.20 11.40 11.60
5000 85 m/z 85.10 50.20%
28
183
O '|1}% "ﬁS?' IR UL SRR F%O" UL
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane LS N L LN LN N L
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 28.60%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367
m/z--> 50 100 150 200 250 300 350 10 80 11. oo 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 10 Benzaldehyde, 3,5-dichloro-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.66 ng 125751 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 80
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
3 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 38
4 Naphtholl.2-blnorbornadiene 192 C15H12 1000210-14-8 30
5 8H-Imidazo[4,5-E]-2,1,3-benzothi... 190 C8H6N4S 129485-68-3 27

Abundance Scan 905 (11.930 min): BF087993.D (-903) (-) m/z 189.10 100.00%

149

5000

41 55 69 g, 95 1111241371501 11.60 11.80 12.00 12.20
0 m/z 190.10 92.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
,N\'J\/V

5000 L e L EEAL s
11. 60 11. 80 12. 00 12. 20

m/z 192 .05 63.99%

0 B RREREEEEEEEEREE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
190
T T
11.60 11.80 12.00 12.20
5000 m/z 191.10 50.83%
94
0 39 63 8l | 1101231371506
T T T T T T R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52566: 2,6-Dichlorobenzaldoxime
154 189 11.60 11.80 12.00 12.20
m/z 187.10 18.48%
136
5000
75 100
50 118

171

37

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 11 Octadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.14 3.16 ng 170305 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 76
2 Heptacosane 380 C27H56 000593-49-7 76
3 Hexadecane. 7.9-dimethvl- 254 C18H38 021164-95-4 70
4 Tetracosane 338 C24H50 000646-31-1 68
5 Heneicosane 296 C21H44 000629-94-7 62
Abundance Scan 1011 (13.142 min): BF087993.D (-1009) (-) m/z 57.10 100.00%
57
5000 85
L1 | 22 e sc0mse 2° 2aa o 12150 1500 1320 1945
ol bl ™, 77 109189 2 28 m/z 71.10 68.08%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 IR A A A
12.80 13.00 13.20 13.40
29 m/z 43.10 62.43%
0 \‘ Al h b u‘ 1%“-3 | 14\.1 L 169 197 225 254
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57
12:80 13.00 13.20 1340
5000 m/z 85.10 47 .11%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #105903: Hexadecane, 7,9-dimethyl- R R RAEEEEa s
57 12.80 13.00 13.20 13.40
m/z 41.10 24 .57%
5000 85
155
. } LLL 1™ e o o
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3&'30 12.|80 13.'00 13.'20 13.'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 12 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.48 3.21 ng 172918 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Eicosane 282 C20H42 000112-95-8 68

Abundance Scan 1041 (13.485 min): BF087993.D (-1039) (-) m/z 57.10 100.00%

57

5000

13.20 13.40 13.60 13.80

141 169186 215230047262 287

0! m/z 71.10 65.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
5000 8 LA L L L L L L L L
4 S 13.20 13.40 13.60 13.80
m/z 43.10 59.52%
0 ‘ L | 113 141 160184 212
.npnqu.qnnpu.vnwnulnnpn..”.””..“.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T T T T
13.20 13.40 13.60 13.80
5000 85 m/z 85.10 49.13%
0 29 113 11 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane Al EEma s B
57 13.20 13.40 13.60 13.80
m/z 55.10 23.67%
85
5000
4
113
. 2 | | o[ a0 197 o asae oo
”q.”q”.qnnlunp.”P”.P“q.”q”..””..“.”..”q.”.. T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13 40 13 60 13. 80

8270-BF060716.M Tue Jun 14 16:58:28 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 13 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.54 ng 244977 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 91
Abundance Scan 1070 (13.816 min): BF087993.D (-1068) (-) m/z 57.10 100.00%
57
5000
o "' 13.60 13.80 14.00 14.20
27 . : : :
ks ...J!Jll.u..,l.6.9. 229259 20838 e | M/Z 71.10  67.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83024: Hexadecane
57
5000 LRI S L B B
anmmmmm
) m/z 43.10 61.46%
o L1 % 141 183 226
m/z--> §0 160 150 200 2%0 300 3éo 400 4%0 560 séo 660
Abundance
57
"' 13:60 13.80 14.00 14.20
5000 m/z 85.10 51.49%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> §0 160 150 260 2%0 300 350 400 450 560 séo 660
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester R A BEAE S B
43 13.60 13.80 14.00 14.20
m/z 55.10 31.29%
5000 85 W
o] ‘ || 125 18257
m/z--> §0 160 150 200 250 300 3%0 460 450 560 séo 660 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 15 Heptadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.43 4.05 ng 218484 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane 254 C18H38 000593-45-3 93
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 91
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 89
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1124 (14.434 min): BF087993.D (-1122) (-) m/z 57.10 100.00%

57
5000 8
113 240 1420 14.40 14.60 14.80
141
ol 3 L b ATy 29t 160187 211 7 262 289 315 340 m/z 71.10 70.08%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LR SR B L B

14.20 14.40 14. 60 14. 80
29 m/z 43.10 57.15%

Lidga ‘113 141 169 197 240

ol At e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B o R
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 51.47%
29
. 13 141 169 197 225 254
——— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propyl- A mam T B
57 14.20 14.40 14.60 14.80
m/z 55.10 21.80%
5000 85
140
ol 1 L 2B 182 505 226
SI— T T
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 17 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.05 7.73 ng 218536 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1178 (15.051 min): BF087993.D (-1176) (-) m/z 57.10 100.00%
57
5000
113 "' 14.80 15.00 15.20 15.40
141
ol ,I. LT 1t 160 107 220 252 976 304 333% | 7110 70.78%
m/z--> 50 100 150 200 250 300 350
Abundance #175555: Tetracosane
57
5000 85 LRI SR B BRI UL
14.80 15.00 15. 20 15. 40
- 13 m/z 43.10 55.52%
oL Tl 09 197 225 253 gg1 309 338
m/z--> 55 160 1éo 260 2éo 360 350
Abundance
43
"' 14.80 15.00 15.20 15.40
5000 71 m/z 85.10 53.32%
99 295
o 127 155 183 211 239 267 323 \f\_ALva,ﬁ\WARJARf\_f\,N
m/z--> 55 160 1éo 260 250 360 3%0
Abundance #141426: Heneicosane e RARREEE RS
57 14.80 15.00 15.20 15.40
m/z 55.10 18.33%
85
5000
29 113
0 ‘\W | J 1?1 169 197 225 253 296
m/z--> 50 100 150 2(')0 2éo 3(')0 351;0 14 I80 15. oo 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 18 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.25 5.06 ng 142982 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Pervlene 252 C20H12 000198-55-0 93
3 Benzolilfluoranthene 252 C20H12 000205-82-3 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
Abundance Scan 1195 (15.245 min): BF087993.D (-1193) (-) m/z 252.10 100.00%
252
5000
125
224 365 15.00 15.20 15.40 15.60
oSt T4 % | .J|. N su 273 306 334 7. m/z 250.10  28.48%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000 IR SO SR BURUR SUM
15.00 15.20 15.40 15.60
125 m/z 125.10 20.54%
0 50 74 99 , | 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350
Abundance
252
15,00 15.20 15.40 15.60
5000 m/z 253.10 20.08%
126
oL27 50 74 99 150 174 198 224
L SR L S UL UL SR S
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzolj]fluoranthene L e AR,
252 15.00 15.20 15.40 15.60
m/z 126.00 16.29%
5000
126
ol29 51 74 100 [‘ 150 174 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087993.D

Aca On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample : H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 20 Sesquirosefuran Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.19 13.50 ng 381540 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sesauirosefuran 218 C15H220 039007-93-7 60
2 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 59
3 N-(4-Methvl-3-nitrophenvbicvcl... 274 C15H18N203 301317-78-2 25
4 3-Cvclopentvlpropionic acid. 3-c... 216 C11H17Cl02 1000292-47-2 22
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 20
Abundance Scan 1540 (19.188 min): BF087993.D (-1536) (-) m/z 69.10 100.00%
69 95
5000
41
18.80 19.00 19.20 19.40
Olrrep il m/z 95.10  89.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75886: Sesquirosefuran
69 123
95
s000{ 4! IUNSEUVRERURR B
149 218 18.80 19.00 19.20 19.40
‘ 175 ‘ m/z 123.10 77.03%
O e T T T T e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
109
45 UMV B
137 218 18.80 19.00 19.20 19.40
5000 78 m/z 109.10 75 .25%

160
189

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #122589: N-(4-Methyl-3-nitrophenyl)bicyclo[4.1.0]heptane-7... e e
123 18.80 19.00 19.20 19.40
55 m/z 55.10 63.39%
95
5000
3 79 152
228 274
0 177 197 244
s B man e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061316\
Data File : BF087993.D

Acq On : 13 Jun 2016 20:05

Operator : UM/SJ

Sample - H3437-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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 3.4 ng 116627 1 6.80 695419 20.0
2-Pentanone, 4-hy... 4 .97 4.8 ng 167210 1 6.80 695419 20.0
-alpha.-Pinene 6.06 18.8 ng 653922 1 6.80 695419 20.0
unknown6 .57 6.57 71.9 ng 2498750 1 6.80 695419 20.0
Tridecane, 5-propyl- 10.76 5.8 ng 274161 4 11.31 946903 20.0
Heneicosane 11.20 2.8 ng 133592 4 11.31 946903 20.0
Benzaldehyde, 3,5... 11.93 2.7 ng 125751 4 11.31 946903 20.0
Octadecane 13.14 3.2 ng 170305 5 13.95 1078830 20.0
Pentadecane 13.48 3.2 ng 172918 5 13.95 1078830 20.0
Hexadecane 13.82 4.5 ng 244977 5 13.95 1078830 20.0
Heptadecane 14.43 4.0 ng 218484 5 13.95 1078830 20.0
Tetracosane 15.05 7.7 ng 218536 6 15.37 565370 20.0
Benzo[e]pyrene 15.25 5.1 ng 142982 6 15.37 565370 20.0
Sesquirosefuran 19.19 13.5 ng 381540 6 15.37 565370 20.0
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