LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53 Instrument :

Operator : SJ/MA ?:'l\:gﬁ't:Sam ol

3§mple : 11658-06 SRCOMPQR@QFT
isc :

ALS Vial : 11 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 4.807 235 238 246 rBV 28313 56195 1.12% 0.125%
2 5.127 263 266 272 rBVY 1766009 2468940 49.40% 5.479%
3 5.550 300 303 306 rBY 4180669 4720906 94.47% 10.476%
4 6.579 390 393 396 rBVY 4050813 4997480 100.00% 11.090%
5 6.704 401 404 407 rBV 3976402 4836253 96.77% 10.732%
6 6.933 422 424 427 rBV 1239200 1042941 20.87% 2.314%
7 7.093 436 438 440 rBV 4065203 3688697 73.81% 8.186%
8 7.504 471 474 476 rBV 3223675 3384351 67.72% 7.510%
9 8.224 534 537 541 rBVY 1517468 1399854 28.01% 3.106%
10 9.310 628 632 634 rBY 3098696 4461059 89.27% 9.900%

11 9.699 664 666 668 rBvV 258504 272010 5.44% 0.604%
12 9.905 680 684 687 rBvV 58706 62529 1.25% 0.139%
13 9.985 688 691 693 rBV 1074901 1247741 24.97% 2.769%
14 10.408 724 728 729 rBV 117175 130683 2.61% 0.290%
15 10.625 741 747 750 rBV3 49868 87853 1.76% 0.195%

16 10.773 757 760 762 rBV 2064274 2491640 49.86% 5.529%
17 10.876 767 769 773 rVB 165717 203421 4_.07% 0.451%
18 11.322 806 808 809 rBvV 129164 111387 2.23% 0.247%
19 11.356 809 811 814 rVB 48675 60087 1.20% 0.133%
20 11.459 818 820 824 rBV2 1147265 1372544 27 .46% 3.046%

21 11.539 824 827 828 rVB 66918 77527 1.55% 0.172%
22 11.699 837 841 843 rBV3 26408 52051 1.04% 0.116%
23 12.076 872 874 877 rVB2 55324 90572 1.81% 0.201%

24 12.671 924 926 928 rBV 413849 358108 7.17% 0.795%
25 12.899 942 946 949 rBV 343551 395633 7.92% 0.878%

26 13.048 956 959 961 rBV 3343094 3293069 65.89%% 7.308%
27 13.231 972 975 977 rVvVv3 51243 69153 1.38% 0.153%
28 13.608 1006 1008 1011 rBV3 32187 59317 1.19% 0.132%
29 13.939 1035 1037 1040 rVvVv 155887 191438 3.83% 0.425%
30 14.099 1046 1051 1052 rBV2 961075 1234997 24.71% 2.741%

31 14.556 1089 1091 1092 rBV 65196 80831 1.62% 0.179%
32 15.128 1139 1141 1145 rBV 150350 289388 5.79% 0.642%
33 15.197 1145 1147 1149 rBV2 64348 73506 1.47% 0.163%

34 15.437 1165 1168 1170 rVvV 79966 109542 2.19% 0.243%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53

Operator : SJ/MA

3?22'6 i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.494 1170 1173 1176 rVvV 118276 157899 3.16% 0.350%
36 15.562 1176 1179 1185 rVB 619916 993704 19.88% 2.205%
37 16.008 1215 1218 1221 rVB 57704 87528 1.75% 0.194%
38 16.248 1237 1239 1243 rBV4 24208 54235 1.09% 0.120%
39 17.002 1302 1305 1309 rVB2 55220 112245 2.25% 0.249%
40 17.448 1341 1344 1348 rVB 45764 104763 2.10% 0.232%

41 18.603 1443 1445 1452 rVBS8 28122 80648 1.61% 0.179%

Sum of corrected areas: 45062725
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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\BF020217\

BF092745.D

2 Feb 2017 19:53

SJ/MA

11658-06 SP-COMP-2A-0-2FT
11 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF092745.D

55 58.70 09

7.50

5.13

6.93

4.81

0
Time-->

5.00

5.50

Abundance
4000000

3000000

2000000

1000000

0

8.22

TIC: BF092745.D

13.05
9.31

10.77

9.98 11.46

12.6712 90

9.70

A» 9.

10.88 1323 1361

13-4110.62 58170 12.08

T
Time--> 8.00

13.00 13.50

12.00 12.50

10.50 11.00 11.50

8.50

1
9.50 10.00

9.00

Abundance
4000000

3000000

2000000

1000000

0

TIC: BF092745.D

14.10

16.0116.25 17.00 17.45 18.60

14

Time-->

18.00 18.50

16.50 17.00 17.50

.00 14.50

15.00 15.50 16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53

Operator : SJ/MA

ﬁ?ggle i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 47.35 ng 2468940 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 266 (5.127 min): BF092745.D (-263) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 AR RS SRR AR
480 5.00 520 5.40
NN N S /2 B oy T T R 7'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN L UL R I
59.0 480 500 520 540
m/z 101.10 16.37%
27\\'\9 i \‘ 83.0 10:‘I"0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 50.0 m/z 58.10 15.40%
101.0
15.0 83.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- N R e R R
59.0 480 5.00 520 5.40
m/z 41.10 9.34%
5000
41.0
101.0
'”'?@ﬂ'wb”1W'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”' AR RS SRR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53

Operator : SJ/MA

ﬁ?ggle i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 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 unknown6.70 Concentration Rank 1

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

6.70 92.74 ng 4836250 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 404 (6.704 min): BF092745.D (-401) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 IRRE ARSE RRRE RN R
40.0 54 J 6.40 6.60 6.80 7.00
4820 ..|,'.' e | m/z 68.10 45.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ERDNLLRE L R U
6.40 6.60 6.80 7.00
310 510 m/z 134.10 32.37%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance
57.0 132.0
R,
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 29.83%
158.0 189.0
L o T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- A Ra e s Ra
132.0 6.40 6.60 6.80 7.00
m/z 69.05 18.46%
5000 630 810
31.0 112.0
ST SR | WY MR -/ [ —— S U N —
mz--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53

Operator : SJ/MA

ﬁ?ggle i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.09 ng 130683 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 80
Abundance Scan 728 (10.408 min): BF092745.D (-724) (-) m/z 57.10 100.00%
5%.1
5000
10.00 10.20 10.40 10.60 10.80
m/z 43.10 66.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane
57.0
5000 U DR AU
85.0 10 00 10 20 10. 40 10 60 10 80
29.0 m/z 71.10 57.52%
\‘ ‘\ H l \‘ I 113 0 141 0 184 0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
10.00 10.20 10.40 10.60 10.80
0
5000 g5.0 m/z 85.10 35.72%
29.0
113.0 141 0 169 0 212.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance #73965: Hexadecane
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.10 29.66%
5000
85.0
29.0
| “ L ‘ 130 1410 1690 1070 2260
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 1('30 180 2(')0 250 10 00 10 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53

Operator : SJ/MA

ﬁ?ggle i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 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 5 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.96 ng 203421 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Eicosane 282 C20H42 000112-95-8 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 769 (10.876 min): BF092745.D (-767) (-) m/z 57.10 100.00%
5%.1
5000 85.1
113.2 10.60 10.80 11.00 11.20
e AL 602 e 33Le Tm/Zz 43.10  70.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64571: Pentadecane
57.0
5000 R BN SN SN B
85.0 1060 10.80 11.00 11.20
29.0 m/z 71.10 55.78%
\‘ ) 1113014101690 2120
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
110.60 10,80 11.00 11.20
5000 m/z 85.10 37.59%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

AU AR NN A LR AN SN SARAN SARAN SRS RN BARAS BARAS SARAN SARAY SRR |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73963: Hexadecane T T T T
57.0 10.60 10.80 11.00 11.20
m/z 41.10 29.89%

5000 85.0

29.0
| “ 11301410 169 0 197 0 226 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53

Operator : SJ/MA

ﬁ?ggle i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Heptafluorobutanoic acid, h... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.94 3.10 ng 191438 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutanoic acid. heptad...
2 Ethanol. 2-(tetradecvloxv)-
3 Pentafluoropropionic acid. hepta...

452 C21H35F702
258 C16H3402
402 C20H35F502

1000282-97-3 76
002136-70-1 74
1000283-04-2 72
019780-33-7 64
000400-57-7 64

m/z 57.10 100.00%

-

13.60 13.80 14.00 14.20

m/z 43.10 81.81%

-

13. 60 13. 80 14. OO 14. 20

m/z 55.10 59.45%

%

13.60 13.80 14.00 14.20

4 2-Ethvl-1-dodecanol 214 C14H300
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702
Abundance Scan 1037 (13.939 min): BF092745.D (-1035) (-)
5000
202.1
140.2 168.2 281.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0
83.0
5000
29.0
ERRREREEEERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0
5000
29.0 111.0
.0 196.0
139.0 168.0 2270 458
mmmﬁmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0
83.0
5000
29.0
e o 680 2100 250 2830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 69.10 50.46%

3

13.60 13.80 14.00 14.20

m/z 83.10 49_40%

%

13. 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020217\

Data File : BF092745.D

Aca On : 2 Feb 2017 19:53

Operator : SJ/MA

ﬁ?ggle i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.20 ng 109542 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolalovrene 252 C20H12 000050-32-8 95
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 1168 (15.437 min): BF092745.D (-1165) (-) m/z 252.10 100.00%
259.1
5000
431 650  100.0 M 472 1722 20022281 2852 316.1 15.20 1540 1550 1580
: : ; : ; : : : m/z 250.10 29.65%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89816: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
m/z 253.15 23.04%
mo7u)%odﬁ mmnmommﬂmo m
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
' 15.20 15.40 15.60 15.80
5000 m/z 125.10 14 .20%
126.0
74.0 99.0 200.0 224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89826: Benz[e]acephenanthrylene AN EEEa T S S
252.0 15.20 15.40 15.60 15.80
m/z 126.00 12._.75%
5000
126.0
390 740 1000, | 150.0174.0 200,0224.0 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020217\

Data File : BF092745.D

Acg On : 2 Feb 2017 19:53

Operator : SJ/MA

3?22'6 i 11658-06 SP-COMP-2A-0-2FT
ALS Vial : 11 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]
2-Pentanone, 4-hy... 5.13 47.4 ng 2468940 1 6.93 1042940 20.0
unknown6.70 6.70 92.7 ng 4836250 1 6.93 1042940 20.0
Tridecane 10.41 2.1 ng 130683 3 9.98 1247740 20.0
Pentadecane 10.88 3.0 ng 203421 4 11.46 1372540 20.0
Heptafluorobutano... 13.94 3.1 ng 191438 5 14.10 1235000 20.0
Benzo[e]pyrene 15.44 2.2 ng 109542 6 15.56 993704 20.0
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