LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 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-BF013017.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 1.955 4 6 12 rVB 74815 125631 1.59% 0.265%
2 3.178 111 113 124 rBvY 92605 203386 2.58% 0.428%
3 4.241 202 206 209 rBVY 4290228 7883062 100.00% 16.601%
4 4.939 262 267 270 rBVY 3671148 6683839 84.79% 14.075%
5 5.384 304 306 322 rBV 161147 353076 4._.48% 0.744%
6 6.413 395 396 405 rBVY 1214325 2058798 26.12% 4.336%
7 6.539 405 407 410 rvVv 765100 778062 9.87% 1.638%
8 6.767 425 427 430 rBY 1356969 1236176 15.68% 2.603%
9 6.836 431 433 436 rBV 66906 92338 1.17% 0.194%
10 6.927 439 441 443 rBVY 3158084 3022476 38.34% 6.365%

11 7.110 455 457 462 rBvY 86692 100939 1.28% 0.213%
12 7.339 475 477 480 rBV 2243604 2319041 29.42% 4_.884%
13 8.059 537 540 542 rBV 1616266 1617302 20.52% 3.406%
14 9.133 631 634 636 rBVY 4434333 4264090 54.09% 8.980%
15 9.533 667 669 671 rBvY 180167 223936 2.84% 0.472%

16 9.739 685 687 691 rBvV 137119 202696 2.57% 0.427%
17 9.808 691 693 695 rvv 1783663 1681264 21.33% 3.541%
18 10.231 729 730 732 rVB 142035 125059 1.59% 0.263%
19 10.448 747 749 752 rBV 48699 86690 1.10% 0.183%
20 10.711 770 772 776 rVB 146092 236794 3.00% 0.499%

21 11.156 809 811 812 rBV 105823 119054 1.51% 0.251%
22 11.294 821 823 824 rBV 1270397 1558129 19.77% 3.281%
23 11.316 824 825 826 rvV 168700 142580 1.81% 0.300%
24 11.648 853 854 857 rvv 151132 215579 2.73% 0.454%
25 11.694 857 858 863 rvB2 58152 88924 1.13% 0.187%

26 11.854 870 872 874 rvV 1013579 1028271 13.04% 2.165%
27 11.922 875 878 880 rvv 231259 347005 4._.40% 0.731%
28 11.979 880 883 886 rvv3 51870 89138 1.13% 0.188%
29 12.059 889 890 894 rvB3 323937 369684 4.69% 0.779%
30 12.231 902 905 907 rBv2 323653 452767 5.74% 0.953%

31 12.402 916 920 921 rVB 174858 257278 3.26% 0.542%
32 12.505 927 929 930 rBV 152150 164422 2.09% 0.346%
33 12.539 930 932 933 rVB 133327 157026 1.99% 0.331%
34 12.688 943 945 947 rBV 72215 97426 1.24% 0.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.734 947 949 952 rvVv 124373 158489 2.01% 0.334%

36 12.791 952 954 956 rVB 189751 195428 2.48% 0.412%
37 12.871 956 961 963 rBV 2921313 3006009 38.13% 6.330%
38 12.905 963 964 966 rvB2 69063 80073 1.02% 0.169%
39 13.008 969 973 975 rVB 728044 733262 9.30% 1.544%
40 13.168 983 987 989 rVB3 66292 116479 1.48% 0.245%

41 13.339 999 1002 1003 rBV 113134 150426 1.91% 0.317%
42 13.374 1003 1005 1006 rVvVv 545759 676488 8.58% 1.425%
43 13.762 1037 1039 1045 rVB 227288 329541 4.18% 0.694%
44 13.934 1051 1054 1056 rBVY 726573 1031060 13.08% 2.171%
45 14.082 1065 1067 1072 rBV2 45847 80157 1.02% 0.169%

46 14.391 1092 1094 1100 rBV4 59269 166555 2.11% 0.351%
47 14.677 1116 1119 1122 rBV2 51440 106764 1.35% 0.225%
48 14.997 1144 1147 1148 rVB2 61043 97107 1.23% 0.204%
49 15.340 1174 1177 1180 rBV 855539 1068851 13.56% 2.251%
50 15.728 1209 1211 1214 rBV 92769 145688 1.85% 0.307%

51 15.945 1228 1230 1238 rVB2 62926 122417 1.55% 0.258%
52 16.185 1248 1251 1256 rVB 92628 174868 2.22% 0.368%
53 16.334 1262 1264 1269 rVB3 45020 95232 1.21% 0.201%
54 16.723 1295 1298 1302 rVB 89588 187103 2.37% 0.394%
55 17.340 1349 1352 1358 rVB 72118 198414 2.52% 0.418%

56 18.083 1414 1417 1424 rVB 56343 183958 2.33% 0.387%

Sum of corrected areas: 47486307
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF093403.D
4,24

4000000
4.94

6.93
3000000

7.34
2000000

6.77

1000000 6.54

1.96 3.18 5.38 ,3-L7.11

L e

T T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093403.D
913

4000000

3000000 12.87

2000000 9.81
8.06

11.29

1000000

R e e e e L B e I e e e e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093403.D

4000000
3000000

2000000

15.34

1000000{ 13.93
3761l 1408 14.39 14.68 15.00 15.7315.9516.1% 33  16.72 17.34 18.08

T T T T T ]

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\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4-Penten-2-one, 4-methyl- Concentration Rank 17

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

3.18 3.29 ng 203386 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 40
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 25
4 4-Hexen-2-one 98 C6H100 025659-22-7 9
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9

Abundance Scan 113 (3.178 min): BF093403.D (-111) (-) m/z 43.00 100.00%
43.0
5000
55.0 83.1 98.1 2.80 3.00 3.20 3.40 3.60
SRS 74 USSR m/z 83.10 9.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl-
43.0
5000 ARARBENRASSARESE RARBERA
2.80 3.00 3.20 3.40 3.60
m/z 39.10 8.18%
20 | %0 830 o0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.05 6.39%
55.0
27.0
15.0 630 7.0 830 98.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3162: 4-Penten-2-one, 3-methyl-
43.0 2.80 3.00 3.20 3.40 3.60
m/z 41.05 4.58%
5000
27.0
Ll %% g0 830 8O
m/z--> 10 20 30 40 50 60 70 80 90 100 280 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.24 127.54 ng 7883060 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 206 (4.241 min): BF093403.D (-202) (-) m/z 55.10 100.00%
58.1 3.1
5000 43.0 /\\
98.1
e A e
4.00 4.20 4.40 4.60
...,....,....,....-‘,-':...,-'.|:.'.,..6.7'.1,7?;9,.:..,....,.... m/z 83.10 93.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L L UL I
20,0 430 98.0 400 420 440 4.60
' m/z 43.05 41.60%
“\ \‘\\\ il ‘ ! 67.0 75.0 ! .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 400 420 440 460
5000 m/z 98.10 32.85%
27.0 98.0
15.0 69.0 Ak
LI FUELEL SN FULELEL UL SR SUREME UL SURLLI IUL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one e s
83.0 4.00 4.20 4.40 4.60
55.0 m/z 39.10 28.24%
5000 43.0
98.0
29.0
"w""|'”Mh"'M""VJ”'|"F%q"'|'“'|"'ﬁ"" RSN SRR S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

8270-BF013017.M Tue Mar 07 03:10:40 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.94 108.14 ng 6683840 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 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 267 (4.939 min): BF093403.D (-262) (-) m/z 43.10 100.00%
431
59.1
5000
oLt 460 480 500 520
el BEO. 691 831 | "m/z 59.10  59.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN RN AR AN LR N
59.0 460 480 500 520
m/z 101.10 17.51%
@0 g™
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.10 16.10%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B e e ]
59.0 460 480 500 520
m/z 41.05 9.30%
5000 41.0
31.0
69.0 87.0
15.0 M‘ L] 510 ‘ 98.0
m/z--> 10 20 30 40 50 6|O 7'0 80 9 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 4 unknown6.54 Concentration Rank 7

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

6.54 12.59 ng 778062 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 407 (6.539 min): BF093403.D (-405) (-) m/z 132.10 100.00%
13%.1
5000 68.1
01 gy M wo 620 640 660 680
e pre e e e S e b e M/Z 68.10 49 44%
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 N
5000 A I L B
6.20 6.40 6.60 6.80
310 510 m/z 66.10 32.35%
‘ 1 H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80
5000 m/z 134.10 32.06%
104.0
140 270 390 510 00770 44, 115.0
wwmrmmmfrmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine B o e R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.10%
5000
33.0 44.0 00 105.0
"I”"P"W"“I'”'Iﬁqpb'“l:“llﬁgﬂ"il'“hl”"P"W‘”' N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1,2-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.85 13.20 ng 1028270 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
2 1.2-Benzenedicarboxvlic acid. bu... 278 C16H2204 017851-53-5 78
3 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 74
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 74
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 64

Abundance Scan 872 (11.854 min): BF093403.D (-870) (-) m/z 149.05 100.00%

149.1
5000

411 7601041 205.1 11.60 11.80 12.00 12.20
o S A e Y £ o i m/z 150.10  8.99%
m/z--> 50 100 150 200 250 300 350

Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149.0
5000

11.60 11.80 12.00 12.20
m/z 41.10 5.69%

29.0 57.0 223.0
Lyt areo 278.0
— e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance
149.0

11.60 11. 80 12. OO 12.20

5000 m/z 57.10 3.75%
410 76.0 104.0 2230 780
— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #145660: 1,2-Benzenedicarboxylic acid, butyl decyl ester A ma e R .
149.0 11.60 11.80 12.00 12.20

m/z 104.10 3.66%

5000

41.0
| 4 760 1210 | 1780 , | 307.0  363.0

m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Dibutyl phthalate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.45 ng 347005 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibutvl phthalate 278 C16H2204 000084-74-2 72
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 59
3 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 59
4 1.2-Benzenedicarboxvlic acid. di... 306 C18H2604 000131-18-0 53
5 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 45
Abundance Scan 878 (11.922 min): BF093403.D (-875) (-) m/z 149.10 100.00%
149.1
5000
1921 11.60 11.80 12.00 12.20
431 761 104.1 223.1 . . . .
S SN & o i =20 ..,1.7.1..1,..'-|I~.,.-...,'.... S m/z 192.10 18.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105063: Dibutyl phthalate
149.0
5000
11.60 11.80 12.00 12.20
m/z 191.10 11.01%
aoxmomolmo 1770 ‘ZBO 278.0
IR AR S D B S R S B A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149.0
11.60 11.80 12.00 12.20
5000 m/z 150.10 9.30%
41.0
76.0 104.0 177.0 223.0 279.0
wmmmwﬁwwrﬁwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119727: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149.0 11.60 11.80 12.00 12.20
m/z 223.10 5.65%
5000
‘4ﬁ° 670 1040 | 223.0
niz> % 40 80 8 100 130 140 160 180 200 230 240 280 280 11.60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl12.06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.06 4.75 ng 369684 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 32
2 Pvrazol-4-amine. 1-(2.4-dichloro... 241 C10H9CI2N3 1000272-85-5 25
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-51-6 22
4 1.3-Dioxolane-2.2-diacetic acid.... 246 C11H1806 071022-90-7 22
5 2-Pentyl-1H-quinolin-4-one 215 C14H17NO 109072-26-6 14
Abundance Scan 890 (12.059 min): BF093403.D (-889) (-) m/z 159.10 100.00%
159.1
239.2
5000
43.1 117.1 185.2 N
” | 711 91.1 | ﬂ%sqj 213.2 11.80 12.00 12.20 12.40
e ey '“ﬂ-inu'l ”“Jﬂn“.”,nﬂ.“.. m/z 239.20 65.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82825: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)-
159.0
241.0
5000
11.80 12.00 12.20 12.40
m/z 149.10 48 .31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
159.0
11.80 12.00 12.20 12.40
m/z 241.25 48.25%
5000 206.0 241.0
89.0 123.0
44.0
69.0 179.0
R A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38740: Naphthalene, 1,2,3,4-tetrahydro-1,5,8-trimethy!-
159.0 11.80 12.00 12.20 12.40
m/z 185.20 27 .54%
5000
150 390 710 910 ‘1ﬁﬂ‘
l Ly 1 | 1l | Nl
A B B e B A BARA Ru e e AR s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40

8270-BF013017.M Tue Mar 07 03:10:44 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknownl2.23 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.23 5.81 ng 452767 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 46
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000084-78-6 43
3 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 43
4 1.2-Benzenedicarboxyvlic acid. bu... 278 C16H2204 017851-53-5 43
5 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 38
Abundance Scan 905 (12.231 min): BF093403.D (-902) (-) m/z 149.10 100.00%
149.1
5000
241.3
431 460 117.1 ‘ 18?'2 211.2 \ 12.00 12.20 12.40 12.60
SR PUSIR e W P SPRRGII ¥ PR WA A S m/z 159.10 34.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119727: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149.0
5000 L S BULRLL BN B
nmnmnmnm
m/z 241.30 31.90%
‘41‘0‘670 104.0 | 223.0
mz-> 20 40 60 80 100 120 140 180 180 200 230 240 260 280
Abundance
149.0
12.00 12.20 12.40 12.60
5000 m/z 185.20 14.69%
41.0
76.0 104.0 177.0 223.0 279.0
Tmmmmmrmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)... e AERRASAEE S L
149.0 12.00 12.20 12.40 12.60

m/z 43.10 9.03%

5000

29.0 57.0 223.0
TR & 10401540 | 1780 | 278.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12 20 12. 40 12. 60

8270-BF013017.M Tue Mar 07 03:10:45 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Phenanthrene, 3,6-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.40 3.30 ng 257278 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 96
2 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 94
3 Phenanthrene. 1.7-dimethvl- 206 Cl16H14 000483-87-4 90
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 81
5 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 81

Abundance Scan 920 (12.402 min): BF093403.D (-916) (-) m/z 206.20 100.00%
20b.2
5000
o 1021 1781 241.2 12.00 12.20 12.40 12.60 12.80
510 780 127.1 1521 m/z 191.10  34.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60361: Phenanthrene, 3,6-dimethyl-
206.0
5000
12.00 12.20 12.40 12.60 12.80
102.0 m/z 205.20 28.36%
76.0
27.0 51.0 ok i 139.0 1650186‘0 I \
m/z--> ﬁo 45 éo 80 160 150 140 160 180 200 220 250 2é0
Abundance
206.0
12.00 12.20 12.40 12.60 12.80
5000 m/z 189.10 26.08%
39.0 76.0 102.0 139.0 1650
m/z--> ﬁo 45 éo 86 160 150 110 160 180 200 220 250 zéo
Abundance #60356: Phenanthrene, 1,7-dimethyl- i S p e e
206.0 nmnmnmnmnm
m/z 207.15 15.49%
270 510 760 1020 1%01%0m& M
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 180 200 220 24'10 2('30 12. oo 12. 20 12. 40 12 60 12. 80

8270-BF013017.M Tue Mar 07 03:10:45 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.79 3.79 ng 195428 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 90
2 Anthracene. 9-(l-methvlethvI)- 220 C17H16 001498-80-2 83
3 Noscapine 413 C22H23N0O7 000128-62-1 59
4 3.5-Cvclohexadiene-1.2-dione. 3.... 220 C14H2002 003383-21-9 58
5 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 53

Abundance Scan 954 (12.791 min): BF093403.D (-952) (-) m/z 205.15 100.00%
.2
5000
101.1 146.2 12.40 12.60 12.80 13.00 13.20
63.0 e 2848 . m/z 220.20 86.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69664: Phenanthrene, 2,3,5-trimethyl-
220.0
5000
12.40 12.60 12.80 13.00 13.20
101.0 189.0 m/z 189.10 28.73%
270 630 yy, %20 .\ MM
m/z--> 50 100 150 200 250 300 350 400
Abundance
205.0
12.40 12.60 12.80 13.00 13.20
5000 m/z 206.10 16.76%
101.0
28.0 63.0 151.0
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #158951: Noscapine SRR ..J\,. T
220.0 12.40 12.60 12.80 13.00 13.20
m/z 190.10 16.37%
5000
420 101070 14701770 | | 2570 412.0
LR L L L L UL DL UL UL L
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00 13.20

8270-BF013017.M Tue Mar 07 03:10:46 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Phenanthrene, 1-methyl-7-(1... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.01 14.22 ng 733262 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenanthrene. l-methvl-7-(1l-meth... 234 C18H18 000483-65-8 96
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 94
3 Anthracene. 2-(1.1-dimethvlethvl)- 234 C18H18 018801-00-8 64

4 3.5-di-tert-Butvl-4-hvdroxvbenza. .. 001620-98-0 50
5 1-(10-Methylanthracen-9-yl)ethanone

234
234

C15H2202
C17H140

036778-18-4 50

Abundance Scan 973 (13.008 min): BF093403.D (-969) (-) m/z 219.20 100.00%
219.2
5000
102.1 1821 12.60 12.80 13.00 13.20 13.40
: 165.1 : : : : :
o 39.1 63.0 824 121.1139.1 m/z 234.20 59_05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78744: Phenanthrene, 1-methyl-7-(1-methylethyl)-
219.0
5000 ||||||||||||||||||
12. 60 12. 80 13. 00 13.20 13.40
189.0 m/z 204.20 33.59%
102 165.0
270 510 760 l H\ dl 1390 ol A ‘H\ | H\‘ 2 70
L I B e e e e L o B o e S R s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
219.0
T P TR
12.60 12.80 13.00 13.20 13.40
5000 m/z 203.10 25.84%
189.0
39.0 63.0 8201020 1399 1650 237.0
T T T T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78729: Anthracene, 2-(1,1-dimethylethyl)-
219.0 12.60 12.80 13.00 13.20 13.40
m/z 202.10 19.73%
5000
178.0
96.0
51.0 730 | 1170 1510 | Ppoojo |
R E e e o o e R R o o o e e S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20 13.40

8270-BF013017.M Tue Mar 07 03:10:47 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1-Phenanthrenecarboxylic ac... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.37 13.12 ng 676488 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxvlic acid. 1... 314 C21H3002 001235-74-1 92
2 Imidazolol2.1-blthiazole. 5-(3-i... 239 C13H9N3S 327097-37-0 64
3 Indole. 3-imidazolol2.1-blthiazo... 239 C13H9N3S 292855-05-1 53
4 4-(4-0x0-1.2.3.4.6.7.12.12b-octa... 326 C19H22N203 1000137-91-1 45
5 2-Methoxy-4-methyl-10H-acridin-9... 239 C15H13NO2 1000210-25-6 39
Abundance Scan 1005 (13.374 min): BF093403.D (-1003) (-) m/z 239.20 100.00%
239.2
5000
NN | G
43.1 nnm&ﬂnmn 299.2 13.00 13.20 13.40 13.60
Ol Ol O R Mttty rerepereebe B2 ke m/Z 240.20  19.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125208: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
239.0
5000 fm' UM AR BN
13.00 13.20 13.40 13.60
299.0 m/z 299.20 7.72%
160 “3° 67,0 91.0 11701410 173.0197.0 270 |
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
239.0
13.00 13.20 13.40 13.60
5000 m/z 197.20 5.38%
450 750 106.0 142.0 186.0211.0
Wmmmﬁmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #81636: Indole, 3-imidazolo[2,1-b]thiazole-5-yl- s Rt TS
239.0 13.00 13.20 13.40 13.60
m/z 314.30 4._.92%
5000
450 a0 1140 R0 18602110 |
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 1300 13.20 13.40 13.60

8270-BF013017.M Tue Mar 07 03:10:47 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 15 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.76 6.39 ng 329541 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 1039 (13.762 min): BF093403.D (-1037) (-) m/z 57.10 100.00%
7.1
07.1
5000
RLUUNIBA SRR SR SUNI I
392 2341 13.40 13.60 13.80 14.00
-y .,.13‘.+,A.4.8.3:2,...-.,.?.8.2'.0,....,....,....,...., m/z 43.10 92.10%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 AR PR AR SUGLIE B
1340 13.60 13.80 14.00
m/z 55.10 82.15%
L) 10000 280 e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
13.40 13.60 13.80 14.00
5000 83.0 m/z 83.10 71.89%
1250 167.0 2100 267, 0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R R REEEE T
43.0 13.40 13.60 13.80 14.00
m/z 69.10 66 .40%
Lid] l 220 1680 210,0 2520
m/z--> 50 100 150 200 250 300 350 400 450 ' 13140 13.60 13.80 14.00

8270-BF013017.M Tue Mar 07 03:10:48 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 16 Octadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .39 3.23 ng 166555 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Hexadecane 226 C16H34 000544-76-3 89
3 Tetratetracontane 619 C44H90 007098-22-8 58
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 55
5 Hexatriacontane 507 C36H74 000630-06-8 52
Abundance Scan 1094 (14.391 min): BF093403.D (-1092) (-) m/z 57.10 100.00%
57.1
5000
11.1 A A DR A
180.1 242.1 14.00 14.20 14.40 14.60 14.80
N B 7 T oo NN m/z 71.10 63.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91037: Octadecane
57.0
5000 AR DAL BRI UL B
14. oo 14 20 14. 40 14.60 14.80
m/z 43.10 63.16%
‘ L ‘ | “1?‘0‘1690 2540

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R N N EEREE
14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 35.19%

113.0 169.0 226.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane I RREEEEEES T
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 31.70%
5000

113.0 169.0 2250 2810 3370 3830 4630 5610 615.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14 20 14. 40 14 60 14.80

8270-BF013017.M Tue Mar 07 03:10:49 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 17 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.19 3.27 ng 174868 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1251 (16.185 min): BF093403.D (-1248) (-) m/z 57.10 100.00%
57.1
5000 85.1 J\f\A~w~\AA~\j\Lv~f;,--,w\/
127.1 15.80 16.00 16.20 16.40 16.60
155.2 191.1 245.1
...,....,l...li....,...!' ook e A 80 m/z  71.10 57.11%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #73963: Hexadecane
57.0
5000 U R B N
85.0 1580 16.00 16.20 16.40 16.60
29.0 m/z 43.10 52.40%
| L I ‘\113 0 141.0 169. 0 197.0 226 0
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57.0
o 15150 16100 16,20 1640 16,60
5000 m/z 85.10 44 .05%
29.0 113.0

141.0169.0 197.0225.0253.0  296.0

mﬁwﬁw‘wﬁrwwwﬁwﬁwﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane L A
57.0 15.80 16.00 16.20 16.40 16.60

m/z 55.10 18.63%

F

5000 85.0

29.0

h | 1130141.0160.0 197.0 225.0253.0 281.0309.0 338.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16. 20 16. 40 16 60

8270-BF013017.M Tue Mar 07 03:10:49 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030617\
Data File : BF093403.D

Aca On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample : 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 19 Eicosane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17.34 3.71 ng 198414 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80

Abundance Scan 1352 (17.340 min): BF093403.D (-1349) (-) m/z 57.10 100.00%
51.1
5000 M\/\AMA_N/J\
1131 1422 16012071 a0 a0ad 17100 1720 1740 1760
pree bl m/z 71.10 61.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107651: Eicosane
57.0
5000 U B R BRI B B
85.0 17. oo 17. 20 17.40 17.60
29.0 m/z 43.10 49 .96%
Ll ‘\11?014101690197022502530 262.0
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57.0
17.00 17.20 17.40 17.60
5000 85.0 m/z 85.10 46 .17%
29.0

113.0 210.0
141.0 169.0 239.0266.0  309.0
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

%

17.00 17.20 17.40 17.60

m/z 55.10 22 .10%

m/z-->
Abundance #136481: Tetracosane
57.0
5000 85.0
290 113.0
T 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

P”quupnqnnpu.””.”.””.”.””.”.””.“.””.”.”“.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

17. 00 17. 20 17. 40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030617\
Data File : BF093403.D

Acq On : 6 Mar 2017 16:23

Operator : SJ/MA

Sample - 12078-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
4-Penten-2-one, 4. .. 3.18 3.3 ng 203386 1 6.77 1236180 20.0
3-Penten-2-one, 4. .. 4.24 127.5 ng 7883060 1 6.77 1236180 20.0
2-Pentanone, 4-hy... 4.94 108.1 ng 6683840 1 6.77 1236180 20.0
unknown6 .54 6.54 12.6 ng 778062 1 6.77 1236180 20.0
1,2-Benzenedicarb... 11.85 13.2 ng 1028270 4 11.29 1558130 20.0
Dibutyl phthalate 11.92 4.5 ng 347005 4 11.29 1558130 20.0
unknownl12 .06 12.06 4.8 ng 369684 4 11.29 1558130 20.0
unknownl12.23 12.23 5.8 ng 452767 4 11.29 1558130 20.0
Phenanthrene, 3,6... 12.40 3.3 ng 257278 4 11.29 1558130 20.0
Phenanthrene, 2,3... 12.79 3.8 ng 195428 5 13.93 1031060 20.0
Phenanthrene, 1-m... 13.01 14.2 ng 733262 5 13.93 1031060 20.0
1-Phenanthrenecar... 13.37 13.1 ng 676488 5 13.93 1031060 20.0
Dichloroacetic ac... 13.76 6.4 ng 329541 5 13.93 1031060 20.0
Octadecane 14.39 3.2 ng 166555 5 13.93 1031060 20.0
Hexadecane 16.19 3.3 ng 174868 6 15.34 1068850 20.0
Eicosane 17.34 3.7 ng 198414 6 15.34 1068850 20.0
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