LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample T 6G4241-11

Misc :

ALS Vial : 36 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-BF103015.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 5.070 258 261 271 rVB 1530973 2253838 38.13% 4 .695%
2 5.493 295 298 300 rVB 5165988 5401991 91.40% 11.253%
3 6.522 384 388 390 rVB 4092302 5910492 100.00% 12.312%
4 6.647 397 399 402 rBVY 4098497 5337363 90.30% 11.118%
5 6.887 417 420 421 rBV 974993 1064508 18.01% 2.218%
6 7.047 431 434 436 rVB 2897930 3729700 63.10% 7.769%
7 7.447 466 469 471 rBV 3593435 3656491 61.86% 7.617%
8 7.539 475 477 479 rBV 54017 61888 1.05% 0.129%
9 7.893 507 508 511 rBV2 41061 63680 1.08% 0.133%
10 8.168 530 532 536 rBY 1290379 1338289 22.64% 2.788%
11 8.419 553 554 557 rVB 65767 62556 1.06% 0.130%
12 8.785 583 586 592 rBV2 40735 72553 1.23% 0.151%
13 8.888 592 595 596 rBV 66270 59459 1.01% 0.124%

14 9.128 614 616 620 rVB 106241 122995 2.08% 0.256%
15 9.253 624 627 629 rBV 5129250 4627929 78.30% 9.641%

16 9.642 659 661 663 rBY 1135623 875213 14.81% 1.823%

17 9.871 680 681 684 rBvV2 73639 63532 1.07% 0.132%
18 9.928 684 686 689 rVvB 1648679 1397149 23.64% 2.910%
19 10.248 710 714 720 rVB3 33125 85403 1.44% 0.178%
20 10.339 720 722 724 rVV 116007 142626 2.41% 0.297%
21 10.373 724 725 726 rVB 105969 72642 1.23% 0.151%
22 10.591 740 744 746 rBV 42653 62554 1.06% 0.130%

23 10.716 752 755 757 rBV 3258327 2951967 49.94% 6.149%
24 10.842 765 766 771 rVB 140170 201018 3.40% 0.419%
25 11.071 782 786 790 rVB6 22735 65316 1.11% 0.136%

26 11.288 804 805 807 rBvV 78289 93721 1.59% 0.195%
27 11.414 814 816 818 rBV 1337440 1198649 20.28% 2.497%
28 11.642 834 836 841 rBV 106154 180970 3.06% 0.377%
29 11.722 841 843 845 rVB 96582 81802 1.38% 0.170%
30 11.951 861 863 865 rBv2 337904 334637 5.66% 0.697%

31 12.134 875 879 881 rvB2 56268 99533 1.68% 0.207%
32 12.465 906 908 910 rBV2 42597 61405 1.04% 0.128%
33 12.625 919 922 924 rBV2 40240 70509 1.19% 0.147%
34 12.671 924 926 930 rBv4 58033 98298 1.66% 0.205%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample T 6G4241-11

Misc :

ALS Vial : 36 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.739 930 932 934 rBV2 65931 110012 1.86% 0.229%

36 12.831 938 940 943 rBV2 194313 224479 3.80% 0.468%
37 12.888 943 945 948 rBV2 43371 81714 1.38% 0.170%
38 13.002 953 955 957 rBV 3080933 2739191 46.34% 5.706%
39 13.540 1000 1002 1004 rBV2 158899 180123 3.05% 0.375%
40 13.917 1032 1035 1037 rBV 332949 527325 8.92% 1.098%

41 14.054 1045 1047 1050 rBV 985037 1047127 17.72% 2.181%
42 14.557 1089 1091 1096 rBV2 109826 200186 3.39% 0.417%
43 15.528 1173 1176 1178 rBVY 763965 993859 16.82% 2.070%

Sum of corrected areas: 48004692
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF110415\

BF082692.D

4 Nov 2015 9:11

umsiz

G4241-11

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000
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TIC: BF082692.D
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14.05

OF—rar
Time-->
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!

13.50 14.00 14.50

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: BF082692.D
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Time-->

19.00 19.50

18.00 18.50
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20.00 20.50 21.00

8270-BF103015.

M Wed Nov 04 15:57:09 2015

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 3

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

5.07 42 .35 ng 2253840 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 261 (5.070 min): BF082692.D (-258) (-) m/z 43.10 100.00%
431
59.1
5000
ot 480 500 520 540
R Y| - S~ (BN L N oy =~ T o -
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR UL UL RS I
59.0 480 500 520 540
m/z 101.10 18.04%
\?1‘.0 L L 83.0 10:‘I"0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 14 .33%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- i R
59.0 4.80 500 5.20 5.40
m/z 41.05 9.41%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L] so.0 ] ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknown6.65 Concentration Rank 1

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

6.65 100.28 ng 5337360 1,4-Dichlorobenzene-d4 6.89
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 399 (6.647 min): BF082692.D (-397) (-) m/z 132.10 100.00%
13R.1
68.1
5000
96.1 L L N L
40.1 541 ‘| 650 - ‘ 6.40 6.60 6.80 7.00
Obrrprrrr e el oy 850 L2071 Wl "m/z 68.10 57.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0 A
5000 U IR I N
6.40 6.60 6.80 7.00
70.0 m/z 66.10 36.86%
310 a0 . 860
| | | ! | . . 116.0 !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono "ok 650 6ho 780
5000 ' m/z 134.10 32.90%
31.0 51.0

wwmmwmﬁrwmmm
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R b R Eama ma
132.0 6.40 6.60 6.80 7.00

m/z 69.05 24 .02%

5000

63.0
15.0 280 390 520 m 770 900 10401160

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknownl0.34 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.34 2.04 ng 142626 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-(1.... 286 C16H3004 074381-40-1 47
2 Butane. l-bromo-2-methvl-. (S)- 150 C5H11Br 000534-00-9 47
3 4-Hexen-3-ol. 2-methvl- 114 C7H140 004798-60-1 43
4 Cvclohexanol. 2.2-dichloro-1-met... 182 C7H12CI20 1000115-65-2 43
5 3-Buten-2-ol, 1-bromo-2-methyl- 164 C5H9BrO 036219-40-6 40
Abundance Scan 722 (10.339 min): BF082692.D (-720) (-) m/z 71.10 100.00%
711
43.1
5000
155.1
111.1 10.00 10.20 10.40 10.60
R GO WO~ e 1 1 Y N 2= S B~ S i 1o =t e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109845: Propanoic acid, 2-methyl-, 1-(1,1-dimethylethyl)-...
71.0
5000 AU N
10.00 10.20 10.40 10.60
43.0 m/z 41.10 18.15%
i 111.0 159 0 243.0
m/z--> 20 45 éo 85 100 120 140 160 180 200 220 240
Abundance
71.0
10.00 10.20 10.40 10.60
5000 41.0 m/z 155.10 15.12%
15.0 930 1210 1500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7339: 4-Hexen-3-ol, 2-methyl-
71.0 10.00 10.20 10.40 10.60
m/z 149.10 14 .43%
5000
43.0
L, 9501140
m/z--> 20 4'0 6|O 8IO 100 150 140 160 180 200 220 240 10.00 10.20 1040 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.84 3.35 ng 201018 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 83
4 Dodecane 170 C12H26 000112-40-3 81
5 Eicosane 282 C20H42 000112-95-8 81

Abundance Scan 766 (10.842 min): BF082692.D (-765) (-) m/z 57.10 100.00%

57.1

5000

10.60 10.80 11.00 11.20
m/z 43.10 74.13%

113.1

1411 1652 1842

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #55007: Tetradecane
57.0
5000 850 TTTT LI L L L TTT
0 10 60 10 80 11. OO 11. 20
4l m/z 71.10 57.60%
a0l L 180 w0 o im0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
10.60 10.80 11.00 11.20
5000 m/z 85.10 36.86%
41,0 85.0
20.0 113.0 1410 184.0
L e e T o T S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #55018: Tridecane, 2-methyl- i e m e
57.0 10.60 10.80 11.00 11.20
m/z 41.10 35.33%
5000 aalo 850
113.0 1550
20 240 . Lo T 1390 183.0199.0
e I o o e o S e B o U
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Cyclotetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.64 3.02 ng 180970 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 1-Tetradecene 196 C14H28 001120-36-1 92
3 Bromoacetic acid. tetradecvl ester 334 C16H31Br02 018992-01-3 91
4 Hexadecen-1-ol. trans-9- 240 C16H320 064437-47-4 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 836 (11.642 min): BF082692.D (-834) (-) m/z 43.10 100.00%
431
5000
1140 11,60 11.80 12.00
P m/z 55.10 90.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53622: Cyclotetradecane
30 50
5000 LB UL B UL SR
29.0 1140 11.60 11.80 12.00
' 111.0 m/z 83.05 76 .85%
mz-> 20 40 'eo 80 100 1&6' 140 160 180 200 220 240
Abundance
43.0
830 UL SUMILE B BN SUM
11.40 11.60 11.80 12.00
5000 m/z 57.10 73.04%
111.0
15.0 65/0 140.0 168.0 196.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #134521: Bromoacetic acid, tetradecyl ester L I B
43.0 11.40 11.60 11.80 12.00
83.0 m/z 69.10 71.93%
5000
111.0
e hd e 190 e gy v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.95 5.58 ng 334637 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Amyl Nitrite 117 C5H11NO2 000110-46-3 35

Abundance Scan 863 (11.951 min): BF082692.D (-861) (-) m/z 73.10 100.00%
431 731 A
5000

11.60 11.80 12.00 12.20
m/z 43.10 84.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 2560 LA L L L L L LB L L B
129.0 11. 60 11.80 12.00 12.20
97.0 213.0 m/z 60.10 84 .02%
L L 1510 180 ]
,.l..,.‘..w.u,.u Al bl L L2860 )
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
m/z 57.10 73.10%
5000 1290
185.0 228.0
97.0
166.0
IR B o o B I B e e R S R A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid R B
43.0 73.0 11.60 11.80 12.00 12.20
’ m/z 55.10 67.71%
5000
‘ o0 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknownl2.74 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.10 ng 110012 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 38
2 Tridecanoic acid 214 C13H2602 000638-53-9 30
3 Tetradecanoic acid 228 C14H2802 000544-63-8 22
4 5-Acetoxvpentadecane 270 C17H3402 1000245-62-3 22
5 Cyclopropanecarboxylic acid, 4-h... 310 C20H3802 1000282-78-4 22
Abundance Scan 932 (12.739 min): BF082692.D (-930) (-) m/z 43.10 100.00%
431 730

5000

-

12.40 12.60 12.80 13.00
m/z 55.10 85.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 L L B B
12.40 12.60 12.80 13.00
m/z 73.00 83.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R B AR EEEEE e
43.0 12.40 12.60 12.80 13.00
5000 129.0 m/z 60.10 64.54%
171.0
97.0 214.0

Wmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00

i

43.0 m/z 57.10 55.24%
129.0

5000

is

15.0
R e e e R EmmmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.83 4.29 ng 224479 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 86
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 38
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 38

Abundance Scan 940 (12.831 min): BF082692.D (-938) (-) m/z 56.10 100.00%

56.1

5000

%

129.1 1571 1852 2133 273 12.60 12.80 13.00 13.20
: m/z 57.10 58.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 LA L B L LB L L B B
29.0 12:60 12.80 13.00 13.20
830 1290 m/z 41.10 51.04%
257.0
‘ . . ‘ “ N TR 157.0 1850 2130 L ‘ 281.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
R AR RRRES T
12.60 12.80 13.00 13.20
5000 m/z 43.10 45 .55%
280 257.0
129.0 .
830 106.0 157.0 185.0 213.0 283.0 312.0
TWTWWTWWTWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45608: Decane, 2,2,3-trimethyl- R AR RRRES T
57.0 12.60 12.80 13.00 13.20
m/z 55.10 35.06%
- W
290‘ (850 1260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 unknownl3.54 Concentration Rank 8

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

13.54 3.44 ng 180123 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-octadecene 266 C19H38 061868-20-0 46
2 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 43
3 Cvclopropane. 1-(l1-methvlethvD)-... 210 C15H30 041977-39-3 43

000144-19-4 40
003875-52-3 35

4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802
5 Cyclopentane, (1,l1-dimethylethyl)- 126 C9H18

Abundance Scan 1002 (13.540 min): BF082692.D (-1000) (-) m/z 56.10 100.00%
56.1

5000

s

85.1 129.1 2853 II|||||||III|IIII|IIII|I
158.1 185.1 216.1241.2 3 113 13.20 13.40 13.60 13.80

m/z 57.10 77 .74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98173: 2-Methyl-1-octadecene
56.0
5000 TT[T I T r[rrrr[rrrrprrrr 1t

13.20 13.40 13.60 13.80
83.0 m/z 43.10 56.67%

111.0
139.0  182.0 210.0 238.0 266.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

g

Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 41.10 52.78%
29.0 85.0
' 127.0
Tmmwwmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63060: Cyclopropane, 1-(1-methylethyl)-2-nony!- R R R
56.0 13.20 13.40 13.60 13.80
m/z 55.10 40.24%
5000
83.0
| 10 1540 1890 2100

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13 60 13. 80

8270-BF103015.M Wed Nov 04 15:57:14 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 10.07 ng 527325 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 Cvclopentadecane 210 C15H30 000295-48-7 89
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 87
Abundance Scan 1035 (13.917 min): BF082692.D (-1032) (-) m/z 57.10 100.00%
5000
26.2 13.60 13.80 14.00 14.20
e AP7 16822002 20822713 2123522 3892 LY Aai0 93 30%
m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate
510
5000 USRI R UL B
13.60 13.80 14.00 14.20
250 m/z 55.10 91.53%
‘\ “ ‘ ‘\ \ \‘\ hlsﬁ Ou 196.0 : 294 0322 0
m/z--> 50 200 250 360 350
Abundance
43.0
1360 13.80 14.00 14.20
5000 83.0 m/z 83.10 87 .85%
1250154 0183, 0 252.0 vﬂfjwwvvvvf-/'A\'”ijNJV/\fwa
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R e ERERs s
57.0 13.60 13.80 14.00 14.20
m/z 97.10 84.02%
97.0
5000
25.0
1690 238.0
200} ) | ,‘,hl “ 2020 "7 230 I
m/z--> 50 100 150 200 250 300 350 13,60 13.80 14.00 14.20

8270-BF103015.M Wed Nov 04 15:57:15 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110415\
Data File : BF082692.D

Aca On > 4 Nov 2015 9:11

Operator : UM/I1Z

Sample : 6G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.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 12 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .56 3.82 ng 200186 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 92
2 Heptadecane 240 C17H36 000629-78-7 83
3 Tricosane 324 C23H48 000638-67-5 64
4 Pentadecane 212 C15H32 000629-62-9 58
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58

Abundance Scan 1091 (14.557 min): BF082692.D (-1089) (-) m/z 57.10 100.00%

5000

141.1 187.2 236.2 296.2337.3 397.4 . 14.20 14.40 14.60 14.80
m/z 43.10 59.14%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123095: Docosane

g
o
E

5000 T
14.20 14.40 14.60 14.80

m/z 71.10 53.22%

9.0
| ‘ | || 141.0183.0225.0267.0310.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

§

Abundance
57.0
B e o S R
14.20 14.40 14.60 14.80
5000 m/z 85.10 48.64%
99.0
15.0 14101830 2400 fwyjkamakxﬂﬁ\ﬂjvj\/k\qﬂv

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130015: Tricosane R EARmE RS
14.20 14.40 14.60 14.80

m/z 55.10 37 .24%

5000

324.0
141.0183.0225.0267.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14. 40 14. 60 14.80

8270-BF103015.M Wed Nov 04 15:57:16 2015 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110415\
Data File : BF082692.D

Acq On > 4 Nov 2015 9:11

Operator : UM/1Z

Sample : G4241-11

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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... 5.07 42.4 ng 2253840 1 6.89 1064510 20.0
unknown6 .65 6.65 100.3 ng 5337360 1 6.89 1064510 20.0
unknown10.34 10.34 2.0 ng 142626 3 9.93 1397150 20.0
Tetradecane 10.84 3.4 ng 201018 4 11.41 1198650 20.0
Cyclotetradecane 11.64 3.0 ng 180970 4 11.41 1198650 20.0
n-Hexadecanoic acid 11.95 5.6 ng 334637 4 11.41 1198650 20.0
unknownl2 .74 12.74 2.1 ng 110012 5 14.05 1047130 20.0
Hexadecanoic acid... 12.83 4.3 ng 224479 5 14.05 1047130 20.0
unknown13.54 13.54 3.4 ng 180123 5 14.05 1047130 20.0
1-Heneicosyl formate 13.92 10.1 ng 527325 5 14.05 1047130 20.0
Docosane 14.56 3.8 ng 200186 5 14.05 1047130 20.0
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