LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086061.D

Aca On : 5 Apr 2016 3:44

Operator : UM/SJ

3?22'6 : H2111-02 AMBOY-SB-30COMP(0.5-15.0
ALS Vial : 25 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-BF040216.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 4.933 247 249 259 rBV3 47669 78486 3.39% 0.429%
2 5.356 284 286 289 rBVY 1329073 1905178 82.39% 10.405%
3 6.407 376 378 387 rBY 1787320 1857050 80.31% 10.142%
4 6.533 387 389 391 rBVY 2255431 2065039 89.30% 11.278%
5 6.762 407 409 414 rBV 712915 620026 26.81% 3.386%
6 6.922 420 423 425 rBV 1439008 1688365 73.01% 9.221%
7 7.333 456 459 461 rBV 1297369 1296423 56.06% 7.080%
8 8.053 519 522 524 rBV 568415 734374 31.76% 4.011%
9 9.128 613 616 618 rBY 2331988 2312379 100.00% 12.629%
10 9.516 648 650 653 rBV 165806 207435 8.97% 1.133%
11 9.733 667 669 671 rBV 39651 32657 1.41% 0.178%
12 9.802 673 675 677 rVvV 812596 731717 31.64% 3.996%
13 10.236 709 713 714 rBV 50074 53468 2.31% 0.292%
14 10.453 729 732 735 rBV 17388 30436 1.32% 0.166%
15 10.591 741 744 746 rBVY 1065362 988169 42.73% 5.397%
16 10.705 752 754 759 rVB 65245 70866 3.06% 0.387%
17 11.151 791 793 794 rBV 35546 28630 1.24% 0.156%
18 11.288 802 805 807 rBV 478004 599175 25.91% 3.272%
19 11.516 822 825 829 rBV 35591 54546 2.36% 0.298%
20 11.814 850 851 859 rVB2 18299 26405 1.14% 0.144%
21 12.328 894 896 905 rBV 111388 162797 7.04% 0.889%
22 12.694 926 928 929 rBV 25242 30549 1.32% 0.167%
23 12.865 941 943 945 rBVY 1887578 1665499 72.03% 9.096%
24 13.391 987 989 991 rVB 24137 23719 1.03% 0.130%
25 13.768 1019 1022 1028 rBV2 37795 70152 3.03% 0.383%

26 13.917 1033 1035 1038 rVB 590367 529589 22.90% 2.892%
27 14.740 1106 1107 1110 rBV 17691 26194 1.13% 0.143%
28 15.323 1155 1158 1162 rVB 347677 420590 18.19% 2.297%

Sum of corrected areas: 18309913
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086061.D

Aca On : 5 Apr 2016 3:44

Operator : UM/SJ

ﬁ?ggle : H2111-02 AMBOY-SB-30COMP(0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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: BF086061.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086061.D

Aca On : 5 Apr 2016 3:44

Operator : UM/SJ

ﬁ?ggle : H2111-02 AMBOY-SB-30COMP(0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 5

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

4.93 2.53 ng 78486 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-0Octanol 130 C8H180 000589-98-0 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 249 (4.933 min): BF086061.D (-247) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 IBESARBIRRERINAERE RN
83.1 | 4.60 4.80 5.00 5.20
o Y 8| O | m/z 59.10 59.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESAEBERERE NN R
460 4.80 5.00 5.20
59.0 m/z 101.10 20.67%
0 20 || ep 830 gpp ™%
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 41.0 83.0 m/z 58.10 15.96%
31.0
101.0
69.0 112.0
e e R R RS I RS RS IR AR SAARS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3092: 5-Hexen-2-one LI L L L B
43.0 460 4.80 5.00 5.20
m/z 41.10 10.56%
5000
55.0
150 27.0
] 710 880 980
e R IR R RS S A UL RS IR AR ASS RAARS SRR ISR ERE URE RAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086061.D

Aca On : 5 Apr 2016 3:44

Operator : UM/SJ

ﬁ?ggle : H2111-02 AMBOY-SB-30COMP(0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.37 ng 70866 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 754 (10.705 min): BF086061.D (-752) (-) m/z 57.10 100.00%
51.1
5000 85.1
131 1404 1040 10560 1030 11,00
0 : m/z 71.10 71.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane
57.0
85.0
5000 IR DA PR PR A
10,40 10.60 10.80 11.00
29.0 m/z 43.10 70.90%
0 \‘ ‘ ‘\ ‘1130 14;0 1690 1970 2400
m/z--> 20 4b 60 85 160 150 140 160 180 200 220 240 260 280
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 48.76%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane P e T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.49%
5000 85.0
29.0
0 DL 4130 1410 160.0 1980
m/z--> 20 4b eb 85 100 150 140 160 180 200 220 240 260 280 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086061.D

Aca On : 5 Apr 2016 3:44

Operator : UM/SJ

ﬁ?ggle : H2111-02 AMBOY-SB-30COMP(0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1-Heptadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.33 5.43 ng 162797 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol 256 C17H360 001454-85-9 95
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 896 (12.328 min): BF086061.D (-894) (-) m/z 55.05 100.00%

.

12:00 12.20 12.40 12.60
0f m/z 83.10 98.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol
55.0 g3
5000

12.00 12.20 12.40 12.60
m/z 69.10 88.32%

o 139.0 168.0 210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0

12.00 12. 20 12. 40 12.60

5000

83.0

5000 ' m/z 43.10 84.21%
23.0 111.0
0 139.0 168.0 195.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- T T

12:00 12.20 12.40 12.60
m/z 57.10 82.36%

1

139.0 167.0 196.0 224.0 252.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12100 12,20 12,40 12,60

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086061.D

Aca On : 5 Apr 2016 3:44

Operator : UM/SJ

ﬁ?ggle : H2111-02 AMBOY-SB-30COMP(0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.65 ng 70152 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 87
3 l17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 1022 (13.768 min): BF086061.D (-1019) (-) m/z 57.10 100.00%
57.1
7.0
5000
{1 a1 oo 13120 560 1380 1400
| 8 e — m/z 83.10 86.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0
5000 AR AR SRR IR
3.0 1340 13.60 13.80 14.00
F m/z 43.10 75.62%
0 ,M ! i M Oaerozso 220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 DN UNISA BN B I
13.40 13.60 13.80 14.00
5000 m/z 55.10 74 .02%
o 139.0 180.0 238.0 295.0 MMM
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene R e EEaE L
43.0 13.40 13.60 13.80 14.00
m/z 97.05 70.57%
. J‘ 1250 4670 2100 267.0307.0 490.0
R L L S N NN SN UL L LN U BN BN I
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040416\

Data File : BF086061.D

Acq On : 5 Apr 2016 3:44

Operator : UM/SJ

ﬁ?ggle - H21l1-02 AMBOY-SB-30COMP(0.5-15.0
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4.93 2.5 ng 78486 1 6.76 620026 20.0
Heptadecane 10.70 2.4 ng 70866 4 11.29 599175 20.0
1-Heptadecanol 12.33 5.4 ng 162797 4 11.29 599175 20.0
Pentafluoropropio... 13.77 2.6 ng 70152 5 13.92 529589 20.0
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