LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 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-BF113015.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 4.647 256 259 275 rVB 1041913 2127747 36.53% 3.751%
2 5.047 292 294 299 rVB 75760 123755 2.12% 0.218%
3 5.127 299 301 304 rBVY 4155261 5139161 88.24% 9.061%
4 6.213 393 396 402 rBVY 5176643 5824206 100.00% 10.269%
5 6.316 402 405 407 rVvVv 5587517 5756906 98.84% 10.150%
6 6.362 407 409 413 rVB 59778 86130 1.48% 0.152%
7 6.533 422 424 427 rBV 921686 1007891 17.31% 1.777%
8 6.693 436 438 444 rVB 4050759 4014602 68.93% 7.078%
9 7.116 472 475 477 rBVY 3070360 3849434 66.09% 6.787%
10 7.825 534 537 541 rBV2 1514790 1968902 33.81% 3.471%
11 8.533 597 599 602 rBV 92901 119566 2.05% 0.211%
12 8.636 604 608 610 rBV 92900 88533 1.52% 0.156%
13 8.785 619 621 624 rBV 63334 75937 1.30% 0.134%
14 8.910 629 632 634 rVV 5294206 5806872 99.70% 10.238%
15 9.002 638 640 642 rvVv 74613 81792 1.40% 0.144%
16 9.242 658 661 662 rBV 31668 58857 1.01% 0.104%

17 9.311 665 667 669 rBVY 1081235 998776 17.15% 1.761%
18 9.528 684 686 688 rBvV 178799 182013 3.13% 0.321%
19 9.573 688 690 692 rBV 1467553 1496354 25.69% 2.638%
20 9.768 704 707 710 rBV3 36542 102546 1.76% 0.181%

21 10.031 728 730 731 rVB 212895 210522 3.61% 0.371%
22 10.111 736 737 742 rVB 51262 62948 1.08% 0.111%
23 10.248 746 749 750 rBV 95416 140345 2.41% 0.247%
24 10.362 756 759 762 rVB 3340761 3462309 59.45% 6.104%
25 10.511 769 772 775 rBV 156174 286064 4.91% 0.504%

26 10.716 788 790 792 rBV2 34290 60445 1.04% 0.107%
27 10.991 813 814 816 rBV 64460 87823 1.51% 0.155%
28 11.105 822 824 829 rBV2 1349037 1816992 31.20% 3.203%
29 11.196 829 832 835 rvv3 87832 123965 2.13% 0.219%
30 11.711 872 877 879 rBv2 68658 114212 1.96% 0.201%

31 11.745 879 880 883 rvv 67689 84035 1.44% 0.148%
32 11.814 883 886 887 rvVv 257154 329059 5.65% 0.580%
33 11.848 887 889 891 rvv 126228 194599 3.34% 0.343%
34 11.882 891 892 897 rvB2 54452 67683 1.16% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.442 938 941 945 rBV2 82694 180731 3.10% 0.319%

36 12.637 955 958 961 rBvV 421771 503355 8.64% 0.887%
37 12.888 977 980 982 rBV2 95396 179881 3.09% 0.317%
38 12.945 982 985 987 rvVv 553506 783426 13.45% 1.381%
39 13.002 987 990 997 rVB5 48608 153302 2.63% 0.270%
40 13.197 1004 1007 1010 rBV 3102020 4856018 83.38% 8.562%

41 13.437 1026 1028 1030 rVB2 42363 67701 1.16% 0.119%
42 13.574 1038 1040 1043 rBV2 50503 75616 1.30% 0.133%
43 14.202 1092 1095 1098 rVB2 29969 65956 1.13% 0.116%

44 14.637 1130 1133 1137 rBV2 148973 270492 4.64% 0.477%
45 14.717 1137 1140 1143 rVV2 759830 1427510 24.51% 2.517%

46 14.762 1143 1144 1146 rVB 161609 136776 2.35% 0.241%
47 16.214 1268 1271 1273 rVB 57884 82463 1.42% 0.145%
48 16.271 1273 1276 1278 rBVY 130822 247397 4._.25% 0.436%
49 16.637 1306 1308 1311 rVB 93340 128170 2.20% 0.226%
50 16.717 1311 1315 1318 rBV 106046 183716 3.15% 0.324%

51 16.786 1318 1321 1324 rBV 667397 969075 16.64% 1.709%
52 18.157 1438 1441 1447 rVB2 68804 136598 2.35% 0.241%
53 18.534 1470 1474 1478 rVB 56639 121140 2.08% 0.214%
54 18.740 1487 1492 1500 rBV6 22331 135166 2.32% 0.238%
55 20.432 1636 1640 1647 rVB5 16988 63609 1.09% 0.112%

Sum of corrected areas: 56719079
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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:\HPCHEMI\BNA F\DATA\BF120215\

BF083434.D

2 Dec 2015 23:21

umsiz

G4582-07

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.65 42 .22 ng 2127750 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1,2-Butanediol, (.+/-.)- 90 C4H1002 026171-83-5 9

Abundance Scan 259 (4.647 min): BF083434.D (-256) (-) m/z 43.10 100.00%
43
59
5000
101
440 4.60 4.80 5.00
o 3l 30 69 8 | 577 59.10  53.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 480 500
m/z 101.10 14.97%
15 31 101
o | 25 7 37, 53 83
miz--> e e A AT SSaB I
Abundance
59
440 460 480 500
5000 m/z 58.10 14.02%
a1 101
15 31 53 69 83
e S L S UL SURILS UL IULILS RIS SIS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 4.40 4.60 4.80 5.00
m/z 41.10 8.84%
5000 41
31
| © g
0 "'I'}é'l'"'I""I""I??"I""I""I""I"'gﬁ""l'
m/z--> 10 20 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Benzene, 1,3-dimethyl- Concentration Rank 10

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

5.05 2.46 ng 123755 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 95
2 p-Xvlene 106 C8H10 000106-42-3 95
3 o-Xvlene 106 C8H10 000095-47-6 95
4 1.3-Cvclopentadiene., 5-(1-methvl... 106 C8H10 002175-91-9 91
5 Ethylbenzene 106 C8H10 000100-41-4 90

Abundance Scan 294 (5.047 min): BF083434.D (-292) (-) m/z 91.10 100.00%
q1
5000 106
39 51 sg 65 " | 4.80 5.00 5.20 5.40
| OO PO Y IO NI SN | PR m/z 106.10  47.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl-
9
106
5000 R UL LU LU
4.80 5.00 5.20 5.40
m/z 105.10 18.56%
o N AN .- P PR O TR 300 - | R
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91
480 500 520 5.40
5000 106 m/z 77.10 12.05%
39 51 77
o 27 a5 | 57 B 85 | 98
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4959:0—Xy|ene LI B L B L B
o 4.80 5.00 5.20 5.40
m/z 39.10 10.72%
5000 106
39 51 77
I AN B - S N -
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.03 2.81 ng 210522 Acenaphthene-d10 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 730 (10.031 min): BF083434.D (-728) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40

99 113 197 141 154165

0! m/z 43.10 69.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64571: Pentadecane
57
43
71
5000 LA L L B L L B
85 9.80 10.00 10.20 10.40
29 m/z 71.10 51.56%
99
ol 15 | ‘L I © 113127 141 155 169 183 212
e T i B RIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
AL ana
9.80 10.00 10.20 10.40
5000 71 m/z 85.10 37.56%
85
29
o 99 113 127 141 155 169 183 197 226
L T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane T e e
43 57 9.80 10.00 10.20 10.40
m/z 41.10 32.93%
71
5000
85
29
oL 15 N L L4 99 113 127 141 155 184
N o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 1020 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 6
R.T. EstConc Area Relative to ISTD R.T.

10.51 3.15 ng 286064 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 772 (10.511 min): BF083434.D (-769) (-) m/z 57.10 100.00%

g7
43 71

5000

10.20 10.40 10.60 10.80

99 113127

153168 190

0 m/z 43.10 65.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA L L L L L LN |

8 10.20 10.40 10.60 10.80
> m/z 71.10 60.68%

29
0 N w 99 113127141155169183197 226
-
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
St s diddei ot
- 10.20 10.40 10.60 10.80
5000 m/z 85.10 35.45%
85
29
. 99 113127141155169 282
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane e
- 10.20 10.40 10.60 10.80
m/z 41.10 27 .16%
71
5000 a5
29
. L ‘ | %P 13127141155169 198
SR VN N P N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 3.62 ng 329059 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Hexadecane 226 C16H34 000544-76-3 11
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 11
Abundance Scan 886 (11.814 min): BF083434.D (-883) (-) m/z 73.10 100.00%
48 60 7B
5000 129
7 s 192 213 i ae
143157171 297 256 11.40 11.60 11.80 12.00 12.20
Ol m/z 43.10 99.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o,
5000 AR SRR LR R
11. 40 11. 60 11. 80 12. 00 12 20
m/z 60.10 89.10%
. I “\ f }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 160 180 200 220 240 260
Abundance
60 73
43 LRI SRR SN RN B
11.40 11.60 11.80 12.00 12.20
5000 29 129 m/z 57.10 80.22%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #75072: Tetradecanoic acid R e e
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 55.10 T4 _47%
5000 129
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.85 2.14 ng 194599 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 52
2 Methvl diselenide 190 C2H6Se2 007101-31-7 41
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 30
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 30
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 30

Abundance Scan 889 (11.848 min): BF083434.D (-887) (-) m/z 190.10 100.00%
1
5000 Aﬂk
1 "'1'156'1'156'1'266'1'226'
o 11122 139191 m/z 189.10  81.35%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 T --AA TP
o4 11,60 11.80 12.00 12,20
m/z 192.10 59.08%
oL 27 3050 63 8L | 110122 137 150 163 178 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
93 190
175 " 11,60 11.80 12.00 12.20
5000 m/z 191.05 47 .03%
80 109 160
L L S L L L LS B WL WL
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50622: Phenanthrene, 4-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.50 25.09%
5000
165
o 50 63 8 H\M 125 139 152 | |
mz-> 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\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Butyl citrate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.00 2.15 ng 153302 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 59
2 Hexanedioic acid. bis(l-methvlpr... 258 C14H2604 038447-22-2 42
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 40
4 Hexanedioic acid. dibutvl ester 258 C14H2604 000105-99-7 40
5 [1,1"-Biphenyl]-4-o0l, 3-amino- 185 C12H11NO 001134-36-7 27
Abundance Scan 990 (13.002 min% BF083434.D (-987) (-) m/z 185.10 100.00%
129 185
5000 a1
9 111 220 LI B e e
TI 87 147, 65 259 12.60 12.80 13.00 13.20 13.40
olr— |I I|||I|II||I|I|I| ‘.ll."'l.'ll'”.'. I I. IIIIII ! — l —— m/Zz 129.00 96.31%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
185
129
5000
12.60 12.80 13.00 13.20 13.40
41 259 m/z 41.10 36 .59%
| leo 87 Mt 187 213231 287 361
0..‘.‘.“l“...“.l‘.‘.l‘.‘l‘...‘.l.... ;...,....,..
m/z--> 50 100 150 200 250 300 350
Abundance
129
12:60 12.80 13.00 13.20 13.40
5000 m/z 57.10 32.97%
111 185
A e S e S R
m/z--> 50 100 150 200 250 300 350
Abundance #93159: Hexanedioic acid, bis(2-methylpropyl) ester A RREEE RS E ST
129 12.60 12.80 13.00 13.20 13.40
m/z 220.10 24 .50%
185
5000 57
111
29
87 156
0..“;‘.“,"; il M, Lo 428 ass
m/z--> 50 100 150 200 250 300 350 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\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.64 3.79 ng 270492 Chrysene-di12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 1-Tetracosanol 354 C24H500 000506-51-4 91
3 1-Eicosanol 298 C20H420 000629-96-9 90
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83

Abundance Scan 1133 (14.637 min): BF083434.D (-1130) (-) m/z 57.10 100.00%

3

5000

-

14.40 14.60 14.80 15.00
m/z 55.10 95.49%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #121981: 1-Docosene
55

:

5000

14.40 14.60 14,80 15.00
m/z 83.10 90.62%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
Rl e e e
14.40 14.60 14.80 15.00
5000 83 m/z 43.10 90.18%
18 111
o 66 140 168 196 238 266 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #116747: 1-Eicosanol R e LA A o o
43 14.40 14.60 14.80 15.00
m/z 97.05 71.07%
83
5000
o181 || |8 139 167 196
e RARRARAYS R B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120215\
Data File : BF083434.D

Aca On : 2 Dec 2015 23:21

Operator : UM/I1Z

Sample : 64582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknownl18.74 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.74 2.79 ng 135166 Perylene-di12 16.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.7-DimethvIl-2-(3-methvl-thiophe... 326 C17H14N20S2 1000297-09-9 27
2 Indenol1.2.3-cdlpvrene 276 C22H12 000193-39-5 25
3 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 25
4 Phenol. 4-T2.3-dihvdro-7-methoxv... 326 C20H2204 002680-81-1 22
5 Acenaphtho[1,2-j]fluoranthene 326 C26H14 000193-21-5 22
Abundance Scan 1492 (18.740 min): BF083434.D (-1487) (-) m/z 326.15 100.00%

276

6
5000
R S  EAREEmmm e

18.40 18.60 18.80 19.00
o’ m/z 276.10  86.74%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130631: 6,7-Dimethyl-2-(3-methyl-thiophen-2-ylmethylene)-...
326
5000 149

18.40 18.60 18.80 19.00

138 162

41

71 93 117

121 065 293309 m/z 162 .05 29.69%
o T L o P
o) RPN N A WP 1 VI R~ S 4PV WU T N | NS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
276
18.40 18.60 18.80 19.00
5000 m/z 138.00 29.02%
138
ol 55 74 92 112 174 198 224 248
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104309: Dibenzo[def,mno]chrysene
276 18.40 18.60 18.80 19.00
m/z 324.20 28.71%
5000

252

| 45 63 90 113 170 201 222
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120215\
Data File : BF083434.D

Acq On : 2 Dec 2015 23:21

Operator : UM/1Z

Sample - G4582-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.65 42.2 ng 2127750 1 6.53 1007890 20.0
Benzene, 1,3-dime... 5.05 2.5 ng 123755 1 6.53 1007890 20.0
Pentadecane 10.03 2.8 ng 210522 3 9.57 1496350 20.0
Hexadecane 10.51 3.1 ng 286064 4 11.11 1816990 20.0
n-Hexadecanoic acid 11.81 3.6 ng 329059 4 11.11 1816990 20.0
4H-Cyclopenta[def... 11.85 2.1 ng 194599 4 11.11 1816990 20.0
Butyl citrate 13.00 2.1 ng 153302 5 14.73 1427510 20.0
1-Docosene 14.64 3.8 ng 270492 5 14.73 1427510 20.0
unknownl18.74 18.74 2.8 ng 135166 6 16.79 969075 20.0
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