LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050416_.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 height area % max. total
1 4.899 244 246 254 rBY 118533 193969 3.27% 0.427%
2 5.310 280 282 285 rBV 2225433 2606364 43.88% 5.737%
3 6.362 372 374 379 rBV 1749030 1795206 30.23% 3.951%
4 6.476 382 384 387 rBV 4003364 4663570 78.52% 10.265%
5 6.704 402 404 406 rBV 1176562 1129114 19.01% 2.485%
6 6.864 415 418 420 rBV 4150861 4697471 79.09% 10.339%
7 7.276 452 454 457 rBV 3062437 3791960 63.85% 8.346%
8 7.482 469 472 475 rVB 71624 79092 1.33% 0.174%
9 7.733 491 494 495 rBvV 128258 158958 2.68% 0.350%
10 7.996 514 517 519 rBV 1031368 1518979 25.58% 3.343%
11 8.042 519 521 523 rVB 89411 98103 1.65% 0.216%
12 8.190 532 534 536 rBY 79888 90228 1.52% 0.199%
13 8.236 536 538 539 rvv 78468 67010 1.13% 0.147%
14 8.373 548 550 554 rvB2 52326 74593 1.26% 0.164%
15 8.465 554 558 559 rBvV 40876 79823 1.34% 0.176%

16 8.647 570 574 576 rBv2 108206 154550 2.60% 0.340%
17 8.819 583 589 590 rBV3 69299 152265 2.56% 0.335%

18 8.933 597 599 602 rVB3 34627 73003 1.23% 0.161%
19 9.070 608 611 614 rBVY 5304288 5939081 100.00% 13.072%
20 9.333 630 634 636 rBv4 28577 60920 1.03% 0.134%
21 9.402 636 640 645 rvv4 69255 201945 3.40% 0.444%
22 9.516 649 650 656 rvB3 44298 84793 1.43% 0.187%
23 9.745 666 670 672 rBV 1329676 1705139 28.71% 3.753%
24 10.065 696 698 699 rBvV 66407 89189 1.50% 0.196%
25 10.179 705 708 710 rBvV2 81958 94372 1.59% 0.208%

26 10.225 710 712 713 rBV2 64023 107347 1.81% 0.236%
27 10.351 720 723 724 rBV2 67710 74310 1.25% 0.164%
28 10.488 733 735 736 rBV 159749 231295 3.89% 0.509%
29 10.533 736 739 741 rVV 3807534 4152278 69.91% 9.139%
30 10.568 741 742 746 rVvv2 139552 250576 4.22% 0.552%

31 10.648 748 749 754 rVB 89564 128115 2.16% 0.282%
32 10.911 771 772 774 rBV2 49730 73197 1.23% 0.161%
33 11.093 787 788 793 rvVB2 56612 81213 1.37% 0.179%
34 11.219 797 799 802 rVV 1646563 1467862 24.72% 3.231%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.276 802 804 808 rvB 77410 95398 1.61% 0.210%

36 11.768 845 847 849 rBV 335096 360463 6.07% 0.793%
37 12.454 905 907 913 rBVS5 28412 82488 1.39% 0.182%
38 12.545 913 915 921 rVvVv 394366 464923 7.83% 1.023%
39 12.808 935 938 940 rBV 4778329 4922295 82.88% 10.834%
40 13.379 986 988 993 rvB2 86301 111061 1.87% 0.244%

41 13.699 1014 1016 1019 rBV 306443 433325 7.30% 0.954%
42 13.848 1026 1029 1032 rBV 1127759 1132536 19.07% 2.493%
43 14.019 1042 1044 1047 rBV 130507 185120 3.12% 0.407%
44 14.328 1069 1071 1074 rBV 217782 210564 3.55% 0.463%
45 14.625 1094 1097 1099 rBV 157427 166799 2.81% 0.367%

46 14.922 1121 1123 1126 rBVY 104789 132814 2.24% 0.292%
47 15.231 1147 1150 1158 rBV 670685 909198 15.31% 2.001%
48 15.642 1184 1186 1188 rBV 46084 59909 1.01% 0.132%

Sum of corrected areas: 45432783
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_F\DATA\BF050616\

BF086741.D

6 May 2016 23:26

UM/SsJ

H2770-06

16 Sample Multiplier: 1

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 unknown4.90 Concentration Rank 8

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

4.90 6.87 ng 193969 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 246 (4.899 min): BF086741.D (-244) (-) m/z 43.10 100.00%
43
5000 59 J\“/\
101 EABE RS LA S R
4.60 4.80 5.00 5.20
O S S 8 | Tw/z B59.10 47.49%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 5.00 5.20
m/z 101.10 13.57%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 57 m/z 58.10 12 .50%
29
5 Av__~w__mﬁk*\__,_AL
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate B e i B e S
43 4.60 4.80 5.00 5.20
m/z 41.10 9.47%
5000
58
5 27 37, 72 100
I A I S I I U R R R HABE RS LA S R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 2 unknown6.48 Concentration Rank 2

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

6.48 165.21 ng 4663570 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 384 (6.476 min): BF086741.D (-382) (-) m/z 132.10 100.00%
132
68
5000
0 54 ¥ 620 640 6.60 680
7 . . . .
o Je lsus o w7z 68.10 53.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR LR
6.20 6.40 6.60 6.80
2 51 78 m/z 66.10 37.78%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
S SRR AR AR RARS
6.20 6.40 6.60 6.80
5000 97 m/z 134.10 32.25%
70
31
0 44 00 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R L
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 23.10%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12

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

7.73 4.19 ng 158958 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81

Abundance Scan 494 (7.733 min): BF086741.D (-491) (-) m/z 117.10 100.00%
117

5000

7.40 7.60 7.80 8.00
m/z 132.10  37.72%

01
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-

M

7.40 7.60 7.80 8.00
m/z 115.10 29.90%

5000

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
7.40 7.60 7.80 8.00
5000 m/z 131.10 19.65%
91 132

27 39 51 g 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-

7.40 7.60 7.80 8.00
m/z 119.10 18.98%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13

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

8.65 4_.07 ng 154550 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 49
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 45

Abundance Scan 574 (8.647 min): BF086741.D (-570) (-) m/z 131.10 100.00%
118 |
146
5000
8.40 8.60 8.80 9.00
o m/z 118.10 77.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20756: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131
118
146
5000
39 91 105 8.40 8.60 8.80 9.00
5 7 ‘ m/z 146.10 62.01%
Onln‘n|||l‘|||||li‘||||l‘l‘n| m : M H‘lnuu‘lﬁ:nll‘n: ||||||||||l|||||||‘|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118 131
146
8.40 8.60 8.80 9.00
5000 m/z 117.10 42 .23%

105
91

39 51 63 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20709: Benzene, (1-methylenebutyl)-

1

8.40 8.60 8.80 9.00
m/z 105.10 37 .38%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

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

8.82 4.01 ng 152265 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 89
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 70
4 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 64
5 Bicyclo[4.2.0]octa-1,3,5-triene, ... 118 C9H10 022250-74-4 60

Abundance Scan 589 (8.819 min): BF086741.D (-583) (-) m/z 145.10 100.00%
145
118 160
5000
131
91 105
39 51 63 7 8.40 8.60 8.80 9.00 9.20
of m/z 118.10 61.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29460: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118
145
5000
160 8.40 8.60 8.80 9.00 9.20
128 m/z 160.20 53.86%
5 28 39 51 g5 T7 103
0 ..|....|...l‘|....‘|‘..u|‘....lul‘..lu..H‘lnulnu N” ”l | ""M""'I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.10 45.02%

51 65 77 91 105

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29406: Benzene, 1-(2-butenyl)-2,3-dimethyl- e AR R
145 8.40 8.60 8.80 9.00 9.20
m/z 131.05 33.30%
5000 160
91 105 115 130
15 e it
O e et rertitere et bl ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 Naphthalene, 1,6-dimethyl- Concentration Rank 11

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

9.40 4.74 ng 201945 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 64
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 55
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 55
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 55

Abundance Scan 640 (9.402 min): BF086741.D (-636) (-) m/z 141.10 100.00%
119 1 1%6
5000
9.00 9.20 9.40 9.60 9.80
o m/z 156.10 98.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27196: Naphthalene, 1,6-dimethyl-
156
141
5000
9.00 9.20 9.40 9.60 9.80
m/z 119.05 94 _05%
115 128
b B 49 60 8 8 | o b M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.00 9.20 9.40 9.60 9.80
5000 m/z 115.10 39.04%
115
128
15 27 30 51 8 70 g9 40
mz-> 20 40 60 8 100 120 140 160 180
Abundance #27178: Naphthalene, 2, 7-dimethyl- B mas mae S
156 9.00 9.20 9.40 9.60 9.80
m/z 155.10 37.72%
141
5000
77 115 128
ok 2 ,‘ﬂ s Isfk W 89 02 07 gy b
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 8 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 9.82 ng 360463 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 847 (11.768 min): BF086741.D (-845) (-) m/z 43.10 100.00%
43 a
60 73
5000
129
97 213 L AL BURBLLE B UL B
I 115 | 4315717118599 | 597 256 11h0 11%0 1f80 1250 '
b i m/z 73.00 82.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 R SR AR N R
11.40 11.60 11. 80 12.00
21 m/z 60.00 80.53%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.40 11.60 11.80 12.00
5000 129 m/z 41.10 79.28%
29 87 185
115 143 __171 228
T 0 O e .~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid R e EEaE L
43 6 11.40 11.60 11.80 12.00
m/z 55.05 73.90%
5000
. 1l 143157171185
m/z--> "éb” 'Zb"'éo 80 100 120 140 160 180 200 220 240 260 1ilid ii éd ii éo'ié dd ol
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 9 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.55 16.42 ng 464923 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Undecanoic acid 186 C11H2202 000112-37-8 52
Abundance Scan 915 (12.545 min): BF086741.D (-913) (-) m/z 43.10 100.00%
57 13
5000
o7 129 e
115 | 143127171180 241 12.20 12.40 12.60 12.80
o! et d T L2528 Tm/z 41.10  69-85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 T3

5000

29 12.20 12.40 12.60 12.80
m/z 57.10 68.45%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 T e
12.20 12.40 12.60 12.80
5000 129 m/z 60.00 67.35%
29 87 185
115 228
15 101 143157171 199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid R ABREEE ma  s R
43 73 12.20 12.40 12.60 12.80
5 m/z 55.10 66.25%
5000 29
0 Ll ‘M‘ 143157171185199 " 227
R ARRARREERELE R AR EEEEE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12.80

8270-BF050416.M Mon May 09 19:05:31 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 10 Trifluoroacetic acid, n-oct... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.70 15.30 ng 433325  Chrysene-di2 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid, n-octadecy...
2 17-Pentatriacontene

3 Pentafluoropropionic acid, hepta...
4 Heptafluorobutanoic acid, heptad...
5 Heptafluorobutyric acid, n-penta...

366 C20H37F302
491 C35H70

402 C20H35F502
452 C21H35F702
424 C19H31F702

079392-43-1 91
006971-40-0 91
1000283-04-2 91
1000282-97-3 91
1000216-79-3 90

Abundance Scan 1016 (13.699 min): BF086741.D (-1014) (-) m/z 43.05 100.00%
a3
83
5000
13.40 13.60 13.80 14.00 |
139 168 : : : :
0 194 223249 261 m/z 57.05 98.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
69
5000 TT T[T T T[T [rrrr[rrrr]
97 13.40 13.60 13.80 14.00
m/z 55.10 86.23%
| \ﬂ‘\‘\ h 154183 224252
(e ‘ T L s e o o o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
R e N R R mEEEE
13.40 13.60 13.80 14.00
5000 83 m/z 41.10 60.05%
111
o 139167 196224 267292 321 462 490
LA o e e e e LA N o e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester L e e N mm
57 13.40 13.60 13.80 14.00
83 m/z 83.10 54.41%
5000
111
o ?? ‘ l [139 168 210238 g3
IIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00

8270-BF050416.M Mon May 09 19:05:32 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 12 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.33 7.44 ng 210564 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1071 (14.328 min): BF086741.D (-1069) (-) m/z 57.05 100.00%
57
LN RN B B
113 141 14.00 14.20 14.40 14.60
ol WU 7, 169107 225 253 281 355 ‘m/z 43.10  72.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000 LR B BN BUULR SRR
85 14.00 14.20 14.40 14.60
m/z 71.10 53.14%
0 2? | || 113141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
43
- 14.00 14.20 1440 14.60
5000 m/z 85.05 37.82%
99 210
0 127 155 183 239 268 0 337 364
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #162744: Hentriacontane S hRRREEEE R
57 14.00 14.20 14.40 14.60
m/z 41.10 26.50%
- /\/\LM_
85
29 113 141 169 197
oL AL 77,199,197 225 253 280 309 361 379 407 436 N —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 13 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14 .63 7.34 ng 166799 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetratriacontane 479 C34H70 014167-59-0 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 1097 (14.625 min): BF086741.D (-1094) (-) m/z 57.10 100.00%

57

i

5000 85 §_N\J

113 14.40 14.60 14.80 15.00
141 169 207
of A AT 160 207 235 267 sprass m/z 43.10 71.43%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
5000 85 LA I L L L L L L L
14.40 14.60 14.80 15.00
- m/z 71.10 57.47%
o) ‘ T 141 169 197 205 253 281 309 337 365 394
....,... e e I e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
R e B e o
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 40.76%
29 113
141 169 197 225 253 296
O e B T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane AR e
57 14.40 14.60 14.80 15.00
m/z 41.10 26 .15%

s

pli .

113
|7, 14 169 197 225 253 281 311337 367 410435

Ol e A Y A P R S .

m/z--> 0 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
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 14 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.92 5.84 ng 132814 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1123 (14.922 min): BF086741.D (-1121) (-) m/z 57.05 100.00%
57
2% 85 \/\AM
UL SRR BRI U
113 14.60 14.80 15.00 15.20
ol | AT, 141164183 206225 267 295 327 357 n77  43.10  69.08%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 LR SRR SO SR SRR
85 14.60 14.80 15. 00 15.20
29 m/z 71.10 51.36%
o J‘L |y 18 141169 282
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
14.60 14.80 15.00 15.20
5000 P m/z 85.10 36.89Y%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo
Abundance #155178: Octacosane e e
57 14.60 14.80 15.00 15.20
m/z 55.10 24 .41%
- T M
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 14%0 1480 1500 1550
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086741.D

Acq On : 6 May 2016 23:26

Operator : UM/SJ

Sample : H2770-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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]
unknown4 .90 4.90 6.9 ng 193969 1 6.70 1129110 40.0
unknown6 .48 6.48 165.2 ng 4663570 1 6.70 1129110 40.0
Benzene, 2-etheny... 7.73 4.2 ng 158958 2 8.00 1518980 40.0
Naphthalene, 1,2,... 8.65 4.1 ng 154550 2 8.00 1518980 40.0
Naphthalene, 1,2,... 8.82 4.0 ng 152265 2 8.00 1518980 40.0
Naphthalene, 1,6-... 9.40 4.7 ng 201945 3 9.74 1705140 40.0
n-Hexadecanoic acid 11.77 9.8 ng 360463 4 11.22 1467860 40.0
Pentadecanoic acid 12.55 16.4 ng 464923 5 13.85 1132540 40.0
Trifluoroacetic a... 13.70 15.3 ng 433325 5 13.85 1132540 40.0
Heptacosane 14.33 7.4 ng 210564 5 13.85 1132540 40.0
Octacosane 14.63 7.3 ng 166799 6 15.23 909198 40.0
Eicosane 14.92 5.8 ng 132814 6 15.23 909198 40.0
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