LSC Area Percent Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

3?22'6 : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 4.990 253 254 261 rVB 64368 112120 2.73% 0.330%
2 5.401 287 290 292 rVB 3712018 3743428 91.17% 11.009%
3 6.259 361 365 366 rBV 58213 63041 1.54% 0.185%
4 6.327 369 371 372 rVV 99150 99411 2.42% 0.292%
5 6.362 372 374 376 rVV 38878 53002 1.29% 0.156%
6 6.396 376 377 378 rVV 63926 75555 1.84% 0.222%
7 6.442 378 381 384 rVV 3432328 3890365 94.75% 11.441%
8 6.487 384 385 390 rVvVv 120426 167225 4_.07% 0.492%
9 6.567 390 392 395 rVV 2791285 4105883 100.00% 12.075%
10 6.624 395 397 401 rVB 199978 278865 6.79% 0.820%

11 6.807 410 413 415 rBvV 677105 757457 18.45% 2.228%
12 6.864 416 418 422 rVB 87513 104736 2.55% 0.308%
13 6.956 424 426 429 rBV 2258907 3046420 74.20% 8.959%

14 7.082 436 437 439 rBvY 43303 41457 1.01% 0.122%
15 7.127 439 441 442 rVWV 94951 81747 1.99% 0.240%
16 7.196 445 447 450 rVB 31559 46125 1.12% 0.136%
17 7.276 452 454 458 rVB2 47513 70177 1.71% 0.206%

18 7.367 458 462 465 rBV 2043735 2425343 59.07% 7.133%
19 7.470 468 471 475 rvv2 63254 160603 3.91% 0.472%

20 7.585 478 481 482 rVv2 43490 77752 1.89% 0.229%
21 7.607 482 483 489 rVB 66267 63655 1.55% 0.187%
22 7.767 494 497 500 rVvB4 25582 50694 1.23% 0.149%

23 7.825 500 502 507 rBV3 80316 132297 3.22% 0.389%
24 8.087 523 525 532 rBV 992594 1034180 25.19% 3.042%
25 9.173 617 620 622 rBV 2442684 3383898 82.42% 9.952%

26 9.562 652 654 656 rBvV 593455 523636 12.75% 1.540%
27 9.779 671 673 676 rBV 82417 74607 1.82% 0.219%
28 9.836 676 678 681 rBvV 590198 762641 18.57% 2.243%
29 10.282 715 717 718 rVB 141092 114594 2.79% 0.337%
30 10.499 733 736 739 rBV 51457 78920 1.92% 0.232%

31 10.625 745 747 750 rBv2 1550016 1789420 43.58% 5.263%
32 10.751 757 758 765 rVB 159038 195428 4.76% 0.575%
33 11.196 795 797 799 rBV 87318 84873 2.07% 0.250%
34 11.322 806 808 812 rBV 680468 703974 17.15% 2.070%
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LSC Area Percent Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

3?22'6 : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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

35 11.631 833 835 837 rvB 31546 43813 1.07% 0.129%
36 12.534 911 914 916 rBV 50419 60584 1.48% 0.178%
37 12.762 930 934 935 rBV2 45703 99460 2.42% 0.293%
38 12.797 935 937 944 rvVB2 21215 48393 1.18% 0.142%
39 12.911 944 947 949 rBV 2690966 2729352 66.47% 8.027%
40 13.151 965 968 970 rBV 41020 48372 1.18% 0.142%
41 13.482 995 997 1002 rVB 62737 91584 2.23% 0.269%

42 13.814 1024 1026 1034 rBV 190057 290415 7.07% 0.854%
43 13.951 1034 1038 1045 rVVv 655582 942567 22.96% 2.772%
44 14.065 1045 1048 1050 rVB 80138 104255 2.54% 0.307%

45 14.134 1052 1054 1056 rBVY 78957 78918 1.92% 0.232%
46 14.431 1078 1080 1082 rBV 44204 59158 1.44% 0.174%
47 14.728 1104 1106 1109 rBV 35966 46817 1.14% 0.138%
48 14.968 1124 1127 1132 rBVY 25029 62691 1.53% 0.184%
49 15.357 1159 1161 1164 rBV 341115 568905 13.86% 1.673%
50 15.814 1198 1201 1203 rBvV 27789 46142 1.12% 0.136%
51 16.020 1217 1219 1224 rVB5 29154 63073 1.54% 0.185%
52 16.283 1239 1242 1243 rBvVY 26216 50723 1.24% 0.149%
53 16.420 1252 1254 1260 rVB6 18536 46314 1.13% 0.136%
54 17.471 1343 1346 1355 rVB 22957 66390 1.62% 0.195%
55 18.226 1408 1412 1418 rVB3 16550 60800 1.48% 0.179%
Sum of corrected areas: 34002255
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LSC Report - Integrated Chromatogram

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086463.D

5|40
3500000 6.44

3000000 6.57

2500000 6.96

7.37
2000000

1500000

1000000
6.81

500000 L 6o
4.99 \ 6. 8% |5.86, 7 .?20213 74T %37 17282
0 N | N

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086463.D

3500000

3000000
12.91

2500000 9.17

2000000

10.62
1500000

1000000 8,09

956 9.84 1132

500000 \
4} L 9 19\.210.5 10.75 11& 11.63 12.531@ 13.15 %48

T
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: BF086463.D

3500000
3000000
2500000
2000000
1500000
1000000

13.95
500000 15.36

3.81 4413 1443 14.7314.97 /\ 15.8116.02 16.26.42 17.47 18.23

R R = e e e e e e R

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\BF042716\

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 8

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

4.99 2.96 ng 112120 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 254 (4.990 min): BF086463.D (-253) (-) m/z 43.10 100.00%
431
5000 591
101.1 LE0 ARN ENO E b0 Ean
4.60 4.80 5.00 5.20 5.40
Ol SLO 88 ] Tm/z 59.10  50.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T A
59.0 460 4.80 500 520 5.40
m/z 58.05 13.54%
31.0 830 g30 1010
O'W"'w"“ﬁh"H“"w'"w"'w"'w'”'w'3'wh"w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 101.10 12.66%
31.0
69.0 870
15.0 51.0 98.0
e S S S S S UL UL UL SULIL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 10.03%
5000 57.0
29.0
101.0
0 “ L, “ 78.0 \
LRJURELERN SRR SUELELEL S IELELEN IR IR ILLILELS SURILELS SURELL SR SRR SRS S IR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 Benzene, l-ethyl-2-methyl- Concentration Rank 10

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

6.33 2.62 ng 99411 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 371 (6.327 min): BF086463.D (-369) (- m/z 105.10 100.00%
105.1
5000 1201
39.0 510 es0 (1 910 6.00 6.20 6.40 6.60
Ol bttt e et | m/Zz 120.10  36.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
m/z 77.10 12.60%
27.0 39‘.0 51.0 65.0 77‘.0 91‘.0
L T A T ---l‘ T T -‘ﬁl- TTTTTTTTT
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.00 12.24%
120.0
150 270 390 510 650 77.0 91.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9123: Benzene, 1,2,3-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.10 9.35%
120.0
5000
150 270 390 510 50 [P 0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 3 unknown6.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.57 108.41 ng 4105880 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 392 (6.567 min): BF086463.D (-390) (-) m/z 132.10 100.00%

132.1
68.1
5000

40.1 54.1 | Qbil 620 640 660 680 700
ol gl b ypro | ymso Y m/z 68.10 52.75%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine A\
132.0
97.0

5000 A e
6.20 6.40 6.60 6.80 7.00

70.0 m/z 66.05 36.27%

31.0
44.0
S R A . |
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
69.0

104.0 6.20 6.40 6.60 6.80 7.00

5000 ' m/z 134.10 31.52%
31.0 510
ot el e e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T e
57.0 132.0 6. 20 6. 40 6. 60 6. 80 7. OO

m/z 69.10 21.41%

74.0
116.0
5000 98.0 M
o T 1580 1890

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 : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 4 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

6.62 7.36 ng 278865 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 397 (6.624 min): BF086463.D (-395) (- m/z 105.10 100.00%
105.1
5000 120.1 ‘3: @ T
39.0 510 65077|-0 91.1 6.20 6.40 6.60 6.80 7.00
L Y Y O 1 NN NSO VI m/z 120.10  41.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9113: Benzene, 1,2,3-trimethyl-
105.0
5000 ‘V’A"MLW
120.0 6.20 6.40 6.60 6.80 7.00
m/z 77.05 13.49%
150 270 390 510 eso 10 910 ‘
0.........‘............. .‘.‘....................‘......
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.60%
o150 270 300 510 6o MO 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 39.05 11.31%
120.0
5000
270 300 510 5o (10 90 |
0::||||||||||||“||||‘||||||‘||||||‘|||||||||‘||||||‘||||| T T
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 5 Benzene, l-ethyl-4-methyl- Concentration Rank 9

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

6.86 2.77 ng 104736 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
2 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 90
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87

Abundance Scan 418 (6.864 min): BF086463.D (-416) (-) m/z 105.10 100.00%
105.1
5000 120.1 F @ ! ﬁ
39.1 51.0 g309 /70 910 1320 6.60 6.80 7.00 7.20
Ol e et e o bl 1820 m/z 120.10 41.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9129: Benzene, 1-ethyl-4-methyl-
105.0
5000 M"‘V

6.60 6.80 7.00 7.20

120.0
m/z 77.05 11.43%
150 270 30.0 510 650 /70 %0 1
T T T T T e T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
6.60 6.80 7.00 7.20
5000 m/z 106.10 9.10%
120.0

15,0 27.0 39.0 510 650 770 910

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9121: Benzene, 1,3,5-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 39.10 8.83%
120.0
5000
150 270 wosu)em)ﬁf L0 |
T R e e e e e e T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.60 6.80 7.00 7.20
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 Benzene, 1,3-diethyl- Concentration Rank 17

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

7.13 2.16 ng 81747 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
3 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 441 (7.127 min): BF086463.D (-439) (-) m/z 119.10 100.00%
119.1
105.1
5000 911 134.1
77.0
39.0 511 651 | 6.80 7.00 7.20 7.40
0.w.”w.”w.”.ﬁ”.W”.“%.“”!“.m“n”“hL“Jm}””,mm,” m/z 105.10 60.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14331: Benzene, 1,3-diethyl-
105.0 119.0
5000 134.0
6.80 7.00 7.20 7.40
770 910 m/z 91.10 47 .96%
27.0 390 510 @50 '
0"I""I"""I""‘I"'"i“""I"""I""HI'""I""I*‘”'I"""l'"'I""'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
105.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 134.05 46.49%

91.0

150 270 410 539 650 70

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14372: Benzene, 1-ethyl-3,5-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 17.44%
5000
134.0
270 390 510 650 770 10 1050 ‘
e A W M EUMMMNT IO 1| N1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.47 3.11 ng 160603 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 50
3 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 43
4 Heptanoic acid. 2.6-dimethvl-. m... 172 C10H2002 033315-72-9 37
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 36

Abundance Scan 471 (7.470 min): BF086463.D (-468) (-) m/z 73.00 100.00%
73.0
41.1 M
5000
Ot 11 720 7.40 7.60 7.80
o/ — T R e e m/z 88.10 80.34%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000 S RS AR AR A
41.0 7.20 7.40 7.60 7.80
‘ 01.0 m/z 41.10 52.40%
o0 oy 4o uj 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 50.34%

115.0142.0 173.0  214.0242.0272.0 313.0 355.0

oy i oS e e e PR
m/z--> 50 100 150 200 250 300 350
Abundance #1943: Hydrazine, 1,2-diethyl- B A R
310 59.0 88.0 720 7.40 7.60 7.80
m/z 43.10 30.06%
5000
o’ ﬁ,u. ————— R B o
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80

8270-BF042716.M Thu Apr 28 16:02:21 2016 Page: 10



Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11

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

7.82 2.56 ng 132297 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 87
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 87
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 81
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 76
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76

Abundance Scan 502 (7.825 min): BF086463.D (-500) (-) m/z 117.10 100.00%
1171
5000 132.1
91.1
39.0 510 65.0 77.0 | 105.1 ‘ | 148.1 7.40 7.60 7.80 8.00 8.20
0.q”.q””,”uh.”mhzﬂmunhm.Qhu,Mhﬁ:“p.ﬂpm.P”ﬁ.”. m/z 132.10 40.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.40 7.60 7.80 8.00 8.20
m/z 115.10 33.12%
150 270 39.0 51.0 650 77.0 ‘ 105.0
0'W“hvJWH“L“J““HMWWMVHW““HMWHJVHﬂL“P“WH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
132.0 7.40 7.60 7.80 8.00 8.20
5000 m/z 113.10 28 .34%
27.0 380 63.0 T
. 0 770
15.0 510 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl- e EE R B
117.0 7.40 7.60 7.80 8.00 8.20
m/z 131.10 25.68%
39.0 51.0 91.0
27.0 65.0 77.0
0'W““v'hv“w”“ﬁm'wwhv'mw“'m“ﬁﬁﬁijVH“”“WH“v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00 8.20

8270-BF042716.M Thu Apr 28 16:02:22 2016 Page: 11



Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.28 3.01 ng 114594 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Eicosane 282 C20H42 000112-95-8 72
3 Octadecane 254 C18H38 000593-45-3 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 717 (10.282 min): BF086463.D (-715) (-) m/z 57.10 100.00%
57.1
5000
85.1
1131 10.00 10.20 10.40 10.60
ol 1412 m/z 43.10 69.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 RN SRR SR AR B

85.0 10 00 10. 20 10 40 10.60
& m/z 71.10 34.08%

29.0
o o Hw‘ﬂwlmom%1wonm
R R S B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e AR
10.00 10.20 10.40 10.60
5000 m/z 85.10 34.07%
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 #91035: Octadecane R e R BAR.
57.0 10.00 10.20 10.40 10.60
m/z 41.10 33.78%
5000 85.0
29.0
T L e B ARSI B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60

8270-BF042716.M Thu Apr 28 16:02:22 2016 Page: 12



Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.50 2.07 ng 78920 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 78
3 Octacosane 394 C28H58 000630-02-4 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 736 (10.499 min): BF086463.D (-733) (-) m/z 57.10 100.00%
5%.1
LU e 1020 1040 1060 10180
I I e m/z 43.10 48_40%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 RN SUAIEN BN SULRN SR
10 20 10. 40 10.60 10.80
0.0 m/z 71.10 41 .04%
ol ‘L L “ | L L0 1830 2300
m/z--> 55 100 1%0 260 2éo 360 3éo
Abundance
57.0
11020 10,40 10.60 10.80
5000 m/z 41.10 25.17%
210 980 1550 \\NAﬁﬁ
o+ -1
m/z--> 55 160 150 260 250 360 3éo
Abundance #155178: Octacosane B B B e
57.0 10.20 10.40 10.60 10.80
m/z 85.10 20.41%
- m\MJ\\NM/ULM
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 1020 1040 1060 1580

8270-BF042716.M Thu Apr 28 16:02:24 2016 Page: 13



Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 13 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.20 2.41 ng 84873 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 87
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 80
5 1-lodoundecane 282 C11H23lI 004282-44-4 78

Abundance Scan 797 (11.196 min): BF086463.D (-795) (-) m/z 57.10 100.00%

51.1

5000

:

10.80 11.00 11.20 11.40 11.60
m/z 43.10 81.98%

1131 1411
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 BN LN L L L L L L
85.0 10.80 11.00 11.20 11.40 11.60
29.0 m/z 71.10 49.02%
0 \‘ ‘\ h | Y 1130 141.0 169.0 282.0
T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R e e EANEA RS
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.10 35.87%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129580: Tetradecane, 1-iodo- L A e
57.0 10.80 11.00 11.20 11.40 11.60
m/z 85.10 31.95%

5000
29.0

T ﬁ\wﬁﬂMmkkavaAhﬁAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 80 11. OO 11. 20 11. 40 11.60

8270-BF042716.M Thu Apr 28 16:02:24 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

Sample : H2736-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 15 Pentafluoropropionic acid, ...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.81 6.16 ng 290415 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 64
2 Hexadecane 226 C16H34 000544-76-3 62
3 1-Octadecene 252 C18H36 000112-88-9 53
4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI1202 083005-02-1 53
5 1-Heptadecene 238 C17H34 006765-39-5 53

Abundance Scan 1026 (13.814 min): BF086463.D (-1024) (-) m/z 57.05 100.00%
57.0
1111 LRI SRS SN L B
13.40 13.60 13.80 14.00 14.20
Obrrr et 1l .aer2 2020 2301 m/z 43.10 84.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0
5000 A SN UL B B
69.0 13140 13.60 13.80 14.00 14.20
97.0 m/z 71.10 51.34%
0 J 1! \M 1250 1540 1810 2240 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
13.40 13.60 13.80 14.00 14.20
5000 85.0 m/z 55.05 47 .52%
29.0
o 1130 1410 1690 197.0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89783: 1-Octadecene B A B e
.0 13.40 13.60 13.80 14.00 14.20
83.0 m/z 41.10 38.22%
5000
29.0
o 139.0 1680 196.0 2240 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13140 13.60 13.80 14.00 14.20

8270-BF042716.M Thu Apr 28 16:02:25 2016

RICHMOND-AMBOY-SB03(0.5-10.0
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 16 Cyclopentadecanone, 2-hydroxy- Concentration Rank 15

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

14 .07 2.21 ng 104255 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 60

2 Fluoroacetic acid. dodecvl ester 246 Cl14H27F02 000408-14-0 58

3 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 52

4 1-Hexadecene. 16-bromo- 302 C16H31Br 118625-56-2 50

5 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 49
Abundance Scan 1048 (14.065 min): BF086463.D (-1045) (-) m/z 55.10 100.00%

59.1

5000 83.1

g

111.1 e R
152.2 193.1 2272 2811 3203 13.80 14.00 14.20 14.40

m/z 41.10 65.96%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82445: Cyclopentadecanone, 2-hydroxy-
55.0

3

5000 LA L L L L L L L
13.80 14.00 14.20 14.40
m/z 69.10 51.97%
0 ‘ 222.0
e LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
69.0
R B o
41.0 97.0 13.80 14.00 14.20 14.40
5000 m/z 43.10 48.76%
o 140.0 168.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151535: 15-Tetracosenoic acid, methyl ester, (2)- e
55.0 13.80 14.00 14.20 14.40

m/z 83.10 48.15%

- wj\—JLA\_—_/\f
0 | | 207.0 349.0
RARANREZES R R R e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40

8270-BF042716.M Thu Apr 28 16:02:26 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

Sample : H2736-10

Misc :

ALS Vial : 37 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 18 unknownl16.02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.22 ng 63073 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 38
2 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 27
3 2-Phenvliminoperhvdro-1.3-thiazine 192 C10H12N2S 1000138-91-3 25
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 22
5 5-Hexen-1-one, 1-(1H-imidazol-4-_._. 192 C11H16N20 069393-41-5 18
Abundance Scan 1219 (16.020 min): BF086463.D (-1217) (-) m/z 191.15 100.00%
19.2
81.1
5000 55.1 123.1
150.1 215.2 265.2 AR AR R AR B
15.60 15.80 16.00 16.20 16.40
0 m/z 81.10 69.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance

#145075: Anthracene, 9-dodecyltetradecahydro-
95.0

191.0

5000

15.60 15.80 16.00 16.20 16.40
m/z 95.10 65.92%

236.0 264.0  303.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95.0 191.0
410 TTTr[rrrrrrrrprrrrprot
67.0 15.60 15.80 16.00 16.20 16.40
5000 ’ m/z 55.10 48 .96%
248.0
135.0
o 166.0 219.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50067: 2-Phenyliminoperhydro-1,3-thiazine L A
191.0 15.60 15.80 16.00 16.20 16.40
m/z 177.10 48.63%
5000
77.0 136.0
51.0 163.0
270 10 | 399 |
S SN R B AN ma s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15. 80 16. OO 16.20 16.40

8270-BF042716.M Thu Apr 28 16:02:27 2016

RICHMOND-AMBOY-SB03(0.5-10.0
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 19 Tetratriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17 .47 2.33 ng 66390 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 72
2 Heptacosane 380 C27H56 000593-49-7 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Octacosane 394 C28H58 000630-02-4 64
5 Tetracosane 338 C24H50 000646-31-1 59
Abundance Scan 1346 (17.471 min): BF086463.D (-1343) (-) m/z 57.10 100.00%
57.1
5000
113.1 LS B B B SURR
155.2 17.20 17.40 17.60 17.80
0 l,“\ (gl g 2001 asla 757 71.10 6. 10%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57.0
5000 L BN B SR SULA
ﬂ%ﬂ%ﬂmﬂ%
m/z 43.10 51.11%
0250 ML H I 1.0 1830 2250 267.0 3110 367.0 410.0
miz--> 0 éo 100 150 260 250 360 3%0 460
Abundance
57.0
1720 17.40 17.60 17.80
5000 m/z 85.10 41 .67%
0 90 1410 183.0 225.0 267.0 323.0 380.0
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #91037: Octadecane B A RRREE R
57.0 17.20 17.40 17.60 17.80
m/z 55.10 21.89%
5000
99.0
oLl || 1410 1830 2840
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 17'20 17. 40 17. 60 17. 80
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Library Search Compound Report

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

Data File : BF086463.D

Aca On : 28 Apr 2016 9:58

Operator : UM/SJ

ﬁ?ggle : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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 20 Octacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.23 2.14 ng 60800 Perylene-d12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 58
2 Tetracosane 338 C24H50 000646-31-1 53
3 Pentacosane 352 C25H52 000629-99-2 52
4 Hexatriacontane 507 C36H74 000630-06-8 50
5 Tetratriacontane 479 C34H70 014167-59-0 50
Abundance Scan 1412 (18.226 min): BF086463.D (-1408) (-) m/z 57.10 100.00%
57.1
5000
99.1 e
169.0
18.00 18.20 18.40 18.60
ol !l"?lf3'.|1',|.|l 280 A | W/z 43.10 65.34%
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57.0
5000 R SURLR SRR BURIURA B
18.00 18.20 18.40 18.60
99.0 m/z 71.10 58.49Y%
o0 ‘ Ll M0 1830 250 2810 3370 3940
m/z--> §0 160 1%0 260 250 360 3%0 '
Abundance
57.0
"' 18.00 1820 18.40 18.60
5000 m/z 85.05 43.62%
99.0
27.0 1410 1830 2250 267.0 3090338.0
m/z--> §0 160 1%0 260 250 360 3%0 '
Abundance #142112: Pentacosane R ARE mam T e S
57.0 18.00 18.20 18.40 18.60
m/z 99.10 25.46%
5000
99.0
o270l Ly i | | 0 1830 2250 2670 3090 3520
m/z--> §0 160 1%0 260 250 360 3%0 ' 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF086463.D

Acq On : 28 Apr 2016 9:58

Operator : UM/SJ

3?22'6 : H2736-10 RICHMOND-AMBOY-SB03(0.5-10.0
ALS Vial : 37 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... 4 .99 3.0 ng 112120 1 6.81 757457 20.0
Benzene, 1-ethyl-.._. 6.33 2.6 ng 99411 1 6.81 757457 20.0
unknown6 .57 6.57 108.4 ng 4105880 1 6.81 757457 20.0
Benzene, 1,2,3-tr... 6.62 7.4 ng 278865 1 6.81 757457 20.0
Benzene, 1-ethyl-. .. 6.86 2.8 ng 104736 1 6.81 757457 20.0
Benzene, 1,3-diet... 7.13 2.2 ng 81747 1 6.81 757457 20.0
Hexanoic acid, 2-... 7.47 3.1 ng 160603 2 8.09 1034180 20.0
Benzene, 2-etheny... 7.82 2.6 ng 132297 2 8.09 1034180 20.0
Hexadecane 10.28 3.0 ng 114594 3 9.84 762641 20.0
Pentadecane, 2,6,... 10.50 2.1 ng 78920 3 9.84 762641 20.0
Eicosane 11.20 2.4 ng 84873 4 11.32 703974 20.0
Pentafluoropropio... 13.81 6.2 ng 290415 5 13.95 942567 20.0
Cyclopentadecanon... 14.07 2.2 ng 104255 5 13.95 942567 20.0
unknownl16 .02 16.02 2.2 ng 63073 6 15.37 568905 20.0
Tetratriacontane 17 .47 2.3 ng 66390 6 15.37 568905 20.0
Octacosane 18.23 2.1 ng 60800 6 15.37 568905 20.0
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