LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086445.D

Aca On - 28 Apr 2016 1:24 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
a?ggle i H2702-04 TEOCOMP%lB
ALS Vial : 21 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-BF042716.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

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

2.247 12 14 25 rvB2 37103 100357 2.09% 0.238%
5.002 253 255 262 rVB 85243 132739 2.76% 0.315%
293 rBV 3189033 4208001 87.56% 9.993%
6.453 378 382 384 rBV 3298153 4805982 100.00% 11.414%
6.579 390 393 395 rBV 4139708 4474396 93.10% 10.626%
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6.647 395 399 401 rvB 37043 65745 1.37% 0.156%
6.807 411 413 415 rBvV 896665 835452 17.38% 1.984%
429 rBV 3053363 3416080 71.08% 8.113%
7.379 459 463 465 rBV 1768659 2700507 56.19% 6.413%
7.413 465 466 468 rvv 109755 117047 2.44% 0.278%

(@R {cNec R NNe))
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11 7.470 469 471 474 rVB 33337 59496 1.24% 0.141%
12 8.088 523 525 528 rBV 915333 1086472 22.61% 2.580%
13 8.625 570 572 574 rVvV 172196 157164 3.27% 0.373%
14 8.693 576 578 580 rBV 131338 119248 2.48% 0.283%
15 8.945 598 600 604 rBvV 50368 70098 1.46% 0.166%

16 9.173 617 620 622 rBV 3916894 3920241 81.57% 9.310%
17 9.253 625 627 632 rVB 146979 160755 3.34% 0.382%
18 9.562 652 654 656 rvB 694771 566968 11.80% 1.346%
19 9.779 672 673 676 rBvV 85654 92860 1.93% 0.221%
20 9.848 676 679 681 rBvV 774649 886094 18.44% 2.104%

21 10.259 713 715 716 rBV2 31332 55115 1.15% 0.131%
22 10.282 716 717 719 rVB 162369 119167 2.48% 0.283%
23 10.499 733 736 739 rBV 53382 78851 1.64% 0.187%

24 10.636 745 748 750 rBV2 1278143 1839652 38.28% 4 _.369%
25 10.751 757 758 765 rBV 157354 214439 4._46% 0.509%

26 10.956 773 776 780 rBv4 31335 73857 1.54% 0.175%
27 11.196 794 797 803 rvB2 76527 180508 3.76% 0.429%
28 11.322 806 808 812 rBV2 647521 981948 20.43% 2.332%

29 11.402 812 815 817 rvVB2 54328 83046 1.73% 0.197%
30 11.825 850 852 853 rBvV 58526 57356 1.19% 0.136%
31 11.848 853 854 857 rvv 57470 87352 1.82% 0.207%
32 11.939 860 862 866 rvB2 91335 157369 3.27% 0.374%
33 12.122 875 878 883 rBvV3 42774 90287 1.88% 0.214%
34 12.374 898 900 902 rBV 64232 82184 1.71% 0.195%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\

Data File : BF086445.D

Aca On - 28 Apr 2016 1:24 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle i H2702-04 TEOCOMP%lB
ALS Vial : 21 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-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.419 902 904 906 rvB2 35723 58681 1.22% 0.139%
36 12.454 906 907 912 rVB2 37334 48525 1.01% 0.115%

37 12.534 912 914 917 rBV 692511 643010 13.38% 1.527%
38 12.762 929 934 936 rBV 675868 766618 15.95% 1.821%
39 12.911 945 947 951 rBV 2588810 2660786 55.36% 6.319%
40 12.979 951 953 957 rvB4 65852 109309 2.27% 0.260%

41 13.094 959 963 965 rVB 96871 166222 3.46% 0.395%

42 13.151 966 968 970 rBV2 45572 57298 1.19% 0.136%
43 13.197 970 972 973 rBV2 68788 88167 1.83% 0.209%
44 13.288 978 980 981 rVB 57139 57303 1.19% 0.136%
45 13.311 981 982 984 rBV 42245 59463 1.24% 0.141%
46 13.494 996 998 1003 rBv4 36486 68216 1.42% 0.162%
47 13.597 1005 1007 1010 rBV 58693 85217 1.77% 0.202%

48 13.711 1014 1017 1018 rBV2 62360 120601 2.51% 0.286%
49 13.814 1024 1026 1030 rVB3 113274 177394 3.69% 0.421%
50 13.962 1035 1039 1045 rBV2 777039 1830269 38.08% 4.347%

51 14.065 1046 1048 1050 rVv2 68120 75864 1.58% 0.180%
52 14.340 1070 1072 1074 rBV 54779 91593 1.91% 0.218%
53 14.717 1102 1105 1111 rBV 681643 836700 17.41% 1.987%
54 14.968 1124 1127 1132 rBV 298276 585467 12.18% 1.390%
55 15.254 1149 1152 1154 rBV 130964 189423 3.94% 0.450%

56 15.311 1154 1157 1160 rVvV 182722 258242 5.37% 0.613%
57 15.368 1160 1162 1172 rVB 423952 703924 14.65% 1.672%

58 16.728 1278 1281 1286 rVB2 60926 138001 2.87% 0.328%
59 17.128 1314 1316 1325 rVB 59796 154599 3.22% 0.367%

Sum of corrected areas: 42107725
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF086445.D

5.40

5.00
A

6.45)

58

6.97

6.81

.65

7.38

A7

Time-->

5.00

5.50

6.00

6.50

7.00

7.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF086445.D

10.64

8.09
956 9.85

L gﬁ 107810.59|"% "10.96 11,29l 40

11.32

9.25

i

12

12.5312.76

.91

diwo  mus %LMM
AL

Time-->

11.50

L e e LI A s
9.50 10.00 10.50 11.00

12.00

12.50

13.00

13.50

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF086445.D

13.96

3.81/14.07 14.34

14.72

14.97

14;

15.37
1

16.73

17.13

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\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 1 Heptane Concentration Rank 12

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

2.25 2.40 ng 100357 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 72
2 Hvdroxvlamine. O-(2-methvlpropvl)- 89 C4H11NO 005618-62-2 50
3 2-Penten-1-ol. 2-methvl- 100 C6H120 001610-29-3 32
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 28

5 Dichloroacetic acid, pentyl ester 198 C7H12CI1202 037079-03-1 25

Abundance Scan 14 (2.247 min): BF086445.D (-12) (-) m/z 43.10 100.00%
5000 5721 414
| | momw' 2.20 2.30 2.40 2.50 2.60 2.70
ol e et e e e m/Zz 41.10 64 76%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3891: Heptane
43.0
5000 20.0 57.0 71.0 RS R L E R R n
2.20 2.30 2.40 2.50 2.60 2.70
m/z 57.10 44 .33%
100.0 b
1.0 15.0 ‘ Al 85.0 \
O T T T T I e L A R R L s
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
570 2.20 2.30 2.40 2.50 2.60 2.70
5000 : m/z 71.10 38.32%
71.0
89.0
O e B e B SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3803: 2-Penten-1-ol, 2-methyl-
41.0 2.20 2.30 2.40 2.50 2.60 2.70
71.0 m/z 42.00 25.48%
5000
27.0 55.0 100.0
‘ ‘ ‘ 82.0
0 ..w..”,.}ﬁq..wh.naﬁt..phlul.“U..NJ.MW...W..”, R ARARZEEEAE S S
m/z--> 10 20 30 40 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 9

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

5.00 3.18 ng 132739 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 255 (5.002 min): BF086445.D (-253) (-) m/z 43.05 100.00%
43.0
5000 59.0
| mo 450 b0 500 520 Sho
R o o o N R T m/z 59.05 48.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.10 14.06%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 450 250 500 570 540
5000 m/z 58.10 14.03%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate T T T
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 8.04%
5000
58.0
1§.0 270 N 7%.0 100.0
o T e L B R,
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.58 Concentration Rank 1

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

6.58 107.11 ng 4474400 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 393 (6.579 min): BF086445.D (-390) (-) m/z 132.10 100.00%
13p.1
5000 68.1
©1 g0 || oL 220 6 5o 5k 700
Obrrprrrrprrrr el o 830 07 Wl "m/z 68.10  45.61Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S ARLUARE MRS SRR
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 33.70%
0"I""I""I""l‘l'l"IH"'I"'ll""l""l""l""l'"'I""I"" N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.05 31.04%

150 280 39.0 520 830 770 o000 1040 .
1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.67%
5000
33.0 44.0 0.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Cyclohexasiloxane, dodecame... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
862 28 ng 157164  Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexasiloxane. dodecamethyl- 444 C12H3606Si6  000540-97-6 91

2 Acetic acid. [Ibisl(trimethvlsilv... 356 C11H2905PSi3 053044-27-2 40
3 1.3.5.7.9-Pentaethvlcvclopentasi... 370 C10H3005Si5 017995-44-7 35
4 1.1.1.5.7.7.7-Heptamethyl-3.3-bi... 444 C13H4005Si6 038147-00-1 32
5 2-Chloro-4-(4-methoxyphenyl)-6-(... 341 C17H12CIN303 063673-76-7 27

Abundance Scan 572 (8.625 min): BF086445.D (-570) (-) m/z 73.10 100.00%
741
341.1
5000
1ard 429.2
2071 2510 2949 : 8.20 840 8.60 8.80 9.00
o0 b R B | m/z 341.10 55.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #163619: Cyclohexasiloxane, dodecamethyl-
720 341.0
429.0
5000 IS INLINL LB L L L L L B B

8.20 8.40 8.60 8.80 9.00
147.0 m/z 147.05 21.28%

— T T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0 341.0
R R L R
8.20 8.40 8.60 8.80 9.00
5000 m/z 325.10 18.60%
o510 297.0
133.0 211.0
o 40.0 165.0
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #148042: 1,3,5,7,9-Pentaethylcyclopentasiloxane e R B R
341.0 8.20 8.40 8.60 8.80 9.00
m/z 342.10 17.58%
87.0
5000
281.0
o 127.0 4
m/z--> 50 100 150 200 250 300 350 400 8. 20 8.40 8. 60 8. 80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexadecane Concentration Rank 13

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

8.69 2.20 ng 119248 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Eicosane 282 C20H42 000112-95-8 78
4 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64

Abundance Scan 578 (8.693 min): BF086445.D (-576) (-) m/z 57.10 100.00%
51.1

5000

5

8.40 8.60 8.80 9.00

112.1  150.0

o m/z 43.10 81.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LA L L L L L L L L
85.0 8.40 8.60 8.80 9.00
29.0 ’ m/z 71.10 45 .26%
o | “ | | | 1130 1410 169.0 197.0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.10 38.32%
85.0
29.0

113.0 141.0 184.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane B
57.0 8.40 8.60 8.80 9.00
m/z 85.10 27 .99%
5000
85.0
29.0
o ‘ || 1130 1410 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.40 8.60 880 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.28 2.69 ng 119167 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 86
5 Tetradecane 198 C14H30 000629-59-4 83

Abundance Scan 717 (10.282 min): BF086445.D (-716) (-) m/z 57.10 100.00%

57.1
5000

10.00 10.20 10.40 10.60
1131 141.2
.,....-,':..|,.."..,':...~-',....,....,....1.6.9..1.... S m/z 43.10 78.05%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 T T T
85.0 10 00 10. 20 10. 40 10.60
29.0 m/z 71.10 49 .83%
oL L L 1130 1410 1690 282.0
T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 41.10 35.32%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane L B e
57.0 10.00 10.20 10.40 10.60
m/z 85.10 31.62%
5000
29.0 85.0
0 “ L \ I \‘ \1130 141.0 184.0
e e e e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.75 4_.37 ng 214439 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 758 (10.751 min): BF086445.D (-757) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

113.1 140.1 169.1 327.8

0! m/z 43.10 81.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544; Tridecane
57.0
5000 LA L L L L L LB L L B
85.0 10.40 10.60 10.80 11.00
20.0 m/z 71.10 48.02%
0 \wud‘ﬂ%mm 1840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
L
71.0 10.40 10.60 10.80 11.00
5000 m/z 41.10 38.42%
99.0 127.0
015.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane R e AR
57.0 10.40 10.60 10.80 11.00
m/z 85.05 31.73%
5000
85.0
29.0
o L 11301410 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10 80 11. 00

8270-BF042716.M Thu Apr 28 15:53:28 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.21 ng 157369 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 52
4 3-Bromo-2-furoic acid 190 C5H3Bro3 014903-90-3 27
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25
Abundance Scan 862 (11.939 min): BF086445.D (-860) (-) m/z 189.10 100.00%
189.1
5000
95.0 165.1
63.0 11.60 11.80 12.00 12.20
0 L IR 391 "m/z 190.10  95.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000
11.60 11.80 12.00 12.20
63.0 070 133.0 172.0 m/z 192.10 63.51%
28.0 :
o) E— I' l‘. .“‘,4.7.‘9. I‘M . ;‘\?%'PI .‘lmi‘. - ! .“l .M. I lﬂ-.s?;ol“l : .‘. e .M. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 48.66%
94.0
o 390 630 1100 137.0 1630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene e L e AR R ma e
189.0 11.60 11.80 12.00 12.20
m/z 187.10 20.04%
5000
94.0
163.0
0"'I”"I”"I'”'J"ﬂl'"W""P"'I”"Iﬂﬂ'l"”
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\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 13 13-Docosenamide, (Z2)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.72 23.77 ng 836700 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 87
3 Octadecanamide 283 C18H37NO 000124-26-5 59
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
5 Hexanamide 115 C6H13NO 000628-02-4 47

Abundance Scan 1105 (14.717 min): BF086445.D (-1102) (-) m/z 59.10 100.00%
59.1
5000 A\\
97.1 14140 14°60 14'80 1500
126.1 14.40 14.60 14.80 15.00
o 1502 1842 213.224022661294.3320.8 | 075 05 60.94%
m/z--> 50 100 150 200 250 300
Abundance #135944: 13-Docosenamide, (2)-
59.0
5000 L LN UL B B
137.0 14.40 14.60 14.80 15.00
97.0 m/z 55.10 54 .58%
ol \M “u i Al ‘ 16501930 240.0267.0204.0 %370
m/z--> 50 o 150 200 250 300
Abundance
59.0
14.40 14,60 14.80 15.00 |
5000 m/z 41.10 36.89%
o 23.0 86.0 114.01400  184.0 220.0 253.0°°-0 Jgd\
m/z--> 50 100 150 200 250 300
Abundance #108159: Octadecanamide B BEmma B B
59.0 14.40 14.60 14.80 15.00
m/z 43.10 36.00%
- J‘L
o AL e 7 masmo o o
mz> TR N R 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086445.D

Aca On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 14 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.25 5.38 ng 189423 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Pervlene 252 C20H12 000198-55-0 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 91
Abundance Scan 1152 (15.254 min): BF086445.D (-1149) (-) m/z 252.10 100.00%

259.1
5000
125.1
15.00 15.20 15.40 15.60
224.1
o200 8L1 || 1631 107.02231 || 292.2 3262 3653 .75 550 10  27.46%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252.0
5000

15.00 15.20 15.40 15.60
m/z 253.15  20.94%

125.0
0 63.0 98.0, | 1740 2240 \H
— e
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
B RaEEe B S
15.00 15.20 15.40 15.60
5000 m/z 125.10 13.86%
126.0
o 63.0 99.0 1740 2240
—— T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #89827: Benz[e]acephenanthrylene A BT B S
252.0 15.00 15.20 15.40 15.60
m/z 126.10 10.98%
5000
126.0
0260 630 99.0, }’ 1740 2240 |
— e B
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\
Data File : BF086445.D

Acq On : 28 Apr 2016 1:24

Operator : UM/SJ

Sample : H2702-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
Heptane 2.25 2.4 ng 100357 1 6.81 835452 20.0
2-Pentanone, 4-hy... 5.00 3.2 ng 132739 1 6.81 835452 20.0
unknown6 .58 6.58 107.1 ng 4474400 1 6.81 835452 20.0
Cyclohexasiloxane. .. 8.62 2.9 ng 157164 2 8.09 1086470 20.0
Hexadecane 8.69 2.2 ng 119248 2 8.09 1086470 20.0
Eicosane 10.28 2.7 ng 119167 3 9.85 886094 20.0
Tridecane 10.75 4.4 ng 214439 4 11.32 981948 20.0
Benzaldehyde, 3,5... 11.94 3.2 ng 157369 4 11.32 981948 20.0
13-Docosenamide, ... 14.72 23.8 ng 836700 6 15.37 703924 20.0
Benzo[e]pyrene 15.25 5.4 ng 189423 6 15.37 703924 20.0
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