LSC Area Percent Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

3?22'6 : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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
1 4.316 192 195 199 rBv 32014 52702 1.18% 0.159%
2 5.001 252 255 260 rBV 93844 160040 3.57% 0.484%
3 5.401 287 290 293 rBVY 3446529 4075256 90.96% 12.316%
4 6.441 378 381 384 rBVY 3078223 4395923 98.11% 13.285%
5 6.579 390 393 395 rBVY 3722761 4480387 100.00% 13.540%
6 6.807 411 413 415 rBV 813822 792239 17.68% 2.394%
7 6.967 424 427 429 rBV 2544993 3240282 72.32% 9.792%
8 7.367 459 462 465 rBV 1905357 2483585 55.43% 7 .506%
9 7.470 469 471 479 rVB 47056 105046 2.34% 0.317%
10 8.087 523 525 528 rBV 944993 920521 20.55% 2.782%

11 9.173 617 620 622 rBV 3024244 3492525 77.95% 10.555%
12 9.562 652 654 656 rBvY 508216 420258 9.38% 1.270%
13 9.848 676 679 681 rBvV 591105 786679 17 .56% 2.377%

14 10.259 713 715 716 rBV 23732 44993 1.00% 0.136%
15 10.282 716 717 719 rVB 103633 74127 1.65% 0.224%
16 10.499 733 736 739 rBV 35147 57168 1.28% 0.173%

17 10.625 745 747 750 rBV2 1429972 1802866 40.24% 5.448%
18 10.750 757 758 765 rVB 114175 141092 3.15% 0.426%
19 11.196 796 797 799 rBV 52192 54174 1.21% 0.164%
20 11.322 806 808 812 rBV 636374 650858 14.53% 1.967%

21 12.739 929 932 935 rBVvV2 27682 46751 1.04% 0.141%
22 12.911 944 947 949 rBV 2496877 2463099 54.98% 7.444%
23 13.151 966 968 970 rBV 56911 63535 1.42% 0.192%
24 13.494 995 998 1000 rBV 64729 96038 2.14% 0.290%

25 13.814 1024 1026 1031 rBV 129246 191506 4.27% 0.579%

26 13.951 1036 1038 1046 rVvVv 654413 895797 19.99% 2.707%

27 14.065 1046 1048 1049 rVvVv 46490 54526 1.22% 0.165%
28 14.134 1052 1054 1056 rBV 78439 76818 1.71% 0.232%
29 14.431 1078 1080 1082 rBV 58966 86643 1.93% 0.262%
30 14.728 1105 1106 1108 rBV 36204 57722 1.29% 0.174%
31 15.048 1132 1134 1136 rBV 55440 65882 1.47% 0.199%
32 15.368 1159 1162 1164 rBV 347017 541401 12.08% 1.636%
33 15.814 1199 1201 1203 rBV 44887 61739 1.38% 0.187%
34 16.282 1239 1242 1249 rBV3 30568 82656 1.84% 0.250%
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LSC Area Percent Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.831 1287 1290 1293 rVB 34874 75162 1.68% 0.227%

Sum of corrected areas: 33089996
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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:\HPCHEM1I\BNA F\DATA\BF042716\

BF086453.D

28 Apr 2016 5:14

UM/SsJ

H2707-04

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

RICHMOND-AMBOY-SB07(0.5-6.0
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0
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Time--> 8.00
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3.81

0

TIC: BF086453.D
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14.

Time-->
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18.50

19.00
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Library Search Compound Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.00 4.04 ng 160040 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 14
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 255 (5.001 min): BF086453.D (-252) (-) m/z 43.05 100.00%
43.0
5000 591
| oy O 450 4B0 50 520 540
o) VS 17 SRBESSOOGOY P 1SS NSRS M m/z 59.10 48.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R S RS RN
59.0 460 480 500 520 540
m/z 101.10 14.91%
31.0 83.0 %Omp
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 57.0 m/z 58.10 14 .25%
29.0
101.0
78.0
S U SR I SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime T T TR T
43.0 4.60 4.80 500 5.20 5.40
m/z 41.05 9.46%
5000
101.0
J 150 a0 %80 690 86.0
miz--> 1 % % 40 % 60 70 8 90 100 110 | 460 480 500 520 540
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Library Search Compound Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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 unknown6.58 Concentration Rank 1

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

6.58 113.11 ng 4480390 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 393 (6.579 min): BF086453.D (-390) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 NSRS SRS SRR R
40.0 540 6.20 6.40 6.60 6.80 7.00
0 S S T .2 | m/z 68.10 41.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U NARLUSRARE SRS SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.11%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.05 28.21%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.86%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN A G § G —
m/z--> 40 60 80 100 120 140 160 180 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 : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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 4 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.47 2.28 ng 105046 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 40
3 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 38
4 Hvdrazine. 1l-butvl-1-ethvl- 116 C6H16N2 052728-56-0 10
5 1,4-Dioxane 88 C4H802 000123-91-1 9

Abundance Scan 471 (7.470 min): BF086453.D (-469) (-) m/z 73.10 100.00%
73.1
5000 41.0 M
Jﬂ H o TTI50 740 70 780
ol e e - v - m/z 88.10 79 .09%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000 R AR LR SRS AR
41.0 7.20 7.40 7.60 7.80
01.0 m/z 41.05 40.98%

o

14.0] A ,‘ A0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 88.0

7.20 7.40 7.60 7.80

5000 m/z 57.10 40.74%
0 115.0142.0 173.0  214.0242.0272.0 313.0 355.0
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #28787: Heptanoic acid, ethyl ester
88.0 7.20 7.40 7.60 7.80
43.0 m/z 55.00 30.73%
5000
\ L 3
o W [T a0
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.14 ng 96038 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 998 (13.494 min): BF086453.D (-995) (-) m/z 57.10 100.00%
57.1
2% M
SR AR BN SUNILN U
T 1411 1837 2392 13.20 13.40 13.60 13.80
ol ,‘.]. .1.i|, Mt | M/z 43.10 70.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 LI UL BN SULLLN SULE.
13.20 13.40 13.60 13.80
m/z 71.10 62 .53%
99.0 239.0
ol by d iy 1410 1830 T 2810 3230
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 85.10 45_.28%
99.0
0 141.0 1830 225.0 2670 309.0 351.0  408.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #162744: Hentriacontane B i SR e
57.0 13.20 13.40 13.60 13.80
m/z 41.05 24 .52%
5000
99.0
0 Ly a0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 ﬁo 200 250 300 350 400 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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 7 Tritetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 4.28 ng 191506 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 87
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Octacosane 394 C28H58 000630-02-4 62
Abundance Scan 1026 (13.814 min): BF086453.D (-1024) (-) m/z 57.10 100.00%
51.1
LRI SRR ML AL B
11.1 13.40 13.60 13.80 14.00 14.20
230.1
o 28, | M/Z 43.10  82.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane
57.0
5000 AR SRR R BRI
13. 40 13. 60 13. 80 14. oo 14 20
m/z 71.10 54 _.28%
o | H“ “H 1.0 169.0 225.0 281.0 337.0 393.0 463.0 519.0 575.0
m/z--> 56 100 1%0 200 250 300 350 400 4%0 500 séo 660
Abundance
57.0
13140 13.60 13.80 14.00 14.20
5000 m/z 55.05 43 .42%
) 113.0 4699 2250 2810 337.0 3930 4630 5610 6150 M/\J\/—J[\V\JUL\
m/z--> 56 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance #159267: Heptacosane, 1-chloro- R e e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 41.10 35.98%
o, 130 183.0231.0 2870 3430 4140
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&1;0 5(')0 séo 6(|)O 13. 40 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

Sample : H2707-04

Misc :

ALS Vial : 27 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 8 unknownl14.73 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.13 ng 57722 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 49
2 Pentacosane 352 C25H52 000629-99-2 49
3 Tetracosane 338 C24H50 000646-31-1 49
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 49
5 Octadecane 254 C18H38 000593-45-3 49
Abundance Scan 1106 (14.728 min): BF086453.D (-1105) (-) m/z 57.10 100.00%
51.1
5000 _MW~MJ\_AFA-J\\JAV\AJA~\_\
1 J | 99|.1 14111701 206.1 246.2275.3 14.40 14.60 14.80 15.00
o Iulllll.I‘II.II |‘| I, |I'|'|'=‘|I |||'|'"|'| o e S m/z 43_10 66_39%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57.0
5000 LA SUNE B
14.40 14.60 14.80 15.00
99.0 m/z 71.10 47 .55%
o 27,0 h | ||, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 37.12%
99.0
51270 141.0 1830 2250 267.0 309.0 352.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #136481: Tetracosane R R ma AR
57.0 14.40 14.60 14.80 15.00
m/z 41.10 25.67%
5000 V\gvvj\wﬂA,,AjLAqu/Nkax_A
99.0
0 2@0‘ ] | |/, 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo ' 14M0 14%0 14%0 1§oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

Sample : H2707-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 9 Nonadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.05 2.43 ng 65882 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 83
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 81
4 Tridecane 184 C13H28 000629-50-5 80
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 80

Abundance Scan 1134 (15.048 min): BF086453.D (-1132) (-) m/z 57.10 100.00%
57.1
5000 85.1 ,JLAM
1131 154.1180.1 2242 262.2 289.2 14.80 15.00 15.20 15.40
Obrrr ety m/z 43.10 67 .96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane
57.0
5000 85.0 B e e
14.80 15. oo 15 20 15. 40
20.0 m/z 71.10 54 _.26%
‘ 113.0 141.0 169.0 197.0 2250  268.0
OLrerrrpelred b el D 201970 2250 A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
" 14.80 15.00 15.20 15.40
5000 710 m/z 85.10 41.16%
99.0 141.0
20 169.0
0<
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73969: Tridecane, 7—propy|— LA B L L L ) B
43.0 14.80 15.00 15.20 15.40
m/z 55.10 21.39%
71.0
5000
99.0 183.0
| S R W PR NS ML R — .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 1500 1520 1540

8270-BF042716 .M
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Library Search Compound Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.81 2.28 ng 61739 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 83
Abundance Scan 1201 (15.814 min): BF086453.D (-1199) (-) m/z 57.10 100.00%
57.1 W
5000
1131 15.40 15.60 15.80 16.00 16.20
168.2 241.2 304.3
G B O B e m/z 43.10 59.96%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57.0
5000 AR DU UL BB B
15. 40 15. 60 15. 80 16. oo 16 20
m/z 71.10 52.13%
ok h 1l }f ‘0‘169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> o 55 100 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 85.10 38.53%
o 113.0 1690 225 0 281. 0 380. 0
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #136481: Tetracosane R e e
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.10 26.23%
5000

1130 160.0 225.0 281.0 338.0

e SRR

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15. 60 15. 80 16. 00 16 20

8270-BF042716.M Thu Apr 28 15:58:03 2016 Page: 11



Library Search Compound Report

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

Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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 11 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.28 3.05 ng 82656 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 Octacosane 394 C28H58 000630-02-4 53
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 49
4 Heptacosane 380 C27H56 000593-49-7 49
5 Tetratriacontane 479 C34H70 014167-59-0 47
Abundance Scan 1242 (16.282 min): BF086453.D (-1239) (-) m/z 57.10 100.00%
51.1
5000 j\“—“-~Af\~Jn\—-vV-\—\\,
|| ‘ " 140.2 180.1210.1 246.1 280.2 16.00 16.20 16.40 16.60
0..'.',." A T e P N M m/z 43.10 61.09%
m/z--> 50 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 L B BRI BN B
mmmmmmmm
m/z 71.10 55.83%
o 27‘\-0“ | | H‘g? O 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
16,00 16,20 16.40 16.60
5000 m/z 85.10 38.01%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0 uﬂ\ﬂ
m/z--> 55 160 150 260 250 360 350
Abundance #122578: Tridecane, 1-iodo- e e ERRES BE s
57.0 16.00 16.20 16.40 16.60
m/z 41.10 19.95%
5000
28.0
oL ‘ L% aao PO 310.0
m/z--> 55 160 1%0 260 250 300 3éo ' 1600 1620 1640 1660

8270-BF042716.M Thu Apr 28 15:58:03 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086453.D

Aca On : 28 Apr 2016 5:14

Operator : UM/SJ

Sample : H2707-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 12 Hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.83 2.78 ng 75162 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Eilcosane 282 C20H42 000112-95-8 62
3 Tridecane 184 C13H28 000629-50-5 58
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 58
5 Tritriacontane, 15,19-dimethyl- 493 C35H72 056987-80-5 53

Abundance Scan 1290 (16.831 min): BF086453.D (-1287) (-) m/z 57.10 100.00%
57.1
5000
1222 1761 2101 2452 28213091  355.1 " 16,60 16,80 17.00 17.20
(o} m/z 71.10 66.63%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57.0
5000 85.0 LS BRI BULELE B L
mmmmﬂmﬂm
m/z 43.10 65 .55%
m/z--> §o 160 150 200 250 300 350
Abundance
57.0
85.0 " 16,60 16,80 17.00 17.20
5000 m/z 85.10 44 .30%
113.0
. 29.0 141.0169.0197.0225.0253.0 282.0
m/z--> o '50" ' 160" "150" "260" ' 550" ' 560" "350
Abundance #45543: Tridecane LI e
57.0 16.60 16.80 17.00 17.20
m/z 55.10 18.42%
5000 85.0
29.0
oLl | om0 180
m/z--> 50 100 150 200 250 300 350 16.60 16. 80 17. 00 17. 20

8270-BF042716.M Thu Apr 28 15:58:04 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\

Data File : BF086453.D

Acq On : 28 Apr 2016 5:14

Operator : UM/SJ

ﬁ?ggle : H2707-04 RICHMOND-AMBOY-SB07(0.5-6.0
ALS Vial : 27 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]
2-Pentanone, 4-hy... 5.00 4.0 ng 160040 1 6.81 792239 20.0
unknown6 .58 6.58 113.1 ng 4480390 1 6.81 792239 20.0
Hexanoic acid, 2-... 7.47 2.3 ng 105046 2 8.09 920521 20.0
Heptadecane, 9-oc... 13.49 2.1 ng 96038 5 13.95 895797 20.0
Tritetracontane 13.81 4.3 ng 191506 5 13.95 895797 20.0
unknownl14 .73 14.73 2.1 ng 57722 6 15.37 541401 20.0
Nonadecane 15.05 2.4 ng 65882 6 15.37 541401 20.0
Tetratetracontane 15.81 2.3 ng 61739 6 15.37 541401 20.0
Eicosane 16.28 3.0 ng 82656 6 15.37 541401 20.0
Hexadecane 16.83 2.8 ng 75162 6 15.37 541401 20.0
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