LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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-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 height area % max. total
1 5.104 260 264 270 rBV 2398163 3494618 39.63% 4.743%
2 5.516 297 300 303 rBv 5785171 6314068 71.60% 8.569%
3 6.533 386 389 392 rVvB 5201176 6874019 77.95% 9.329%
4 6.670 398 401 404 rBV 5913538 6621062 75.09% 8.986%
5 6.899 419 421 424 rBV 1465733 1515738 17.19% 2.057%
6 7.059 432 435 438 rVB 4872641 5021806 56.95% 6.816%
7 7.470 467 471 473 rBV 3939680 5051582 57.29% 6.856%
8 7.573 475 480 482 rVB 163894 302943 3.44% 0.411%
9 7.916 507 510 512 rBvV 103319 118220 1.34% 0.160%
10 8.099 524 526 528 rBV 102532 110232 1.25% 0.150%

11 8.190 531 534 536 rVvB 2308747 2024119 22.95% 2.747%
12 8.533 560 564 566 rBvV 100582 137617 1.56% 0.187%
13 9.150 616 618 620 rVB 131080 122217 1.39% 0.166%
14 9.276 625 629 631 rBV 7975497 8817953 100.00% 11.968%
15 9.402 638 640 641 rvB2 66418 88431 1.00% 0.120%

16 9.665 660 663 665 rBvY 3125332 2850622 32.33% 3.869%
17 9.802 673 675 678 rBvV 118288 124846 1.42% 0.169%
18 9.893 678 683 685 rvB2 92954 127255 1.44% 0.173%
19 9.950 685 688 690 rBvV 2527382 2344452 26.59% 3.182%
20 10.396 725 727 728 rVB 89933 103921 1.18% 0.141%

21 10.739 754 757 759 rVB 5211414 5593823 63.44% 7.592%
22 10.865 766 768 772 rVB 159716 182067 2.06% 0.247%
23 10.956 774 776 778 rBV 135054 126601 1.44% 0.172%
24 11.311 802 807 809 rBvV 150519 176188 2.00% 0.239%
25 11.436 815 818 820 rVvV 1949729 2179476 24.72% 2.958%

26 11.665 836 838 842 rvv 279550 291578 3.31% 0.396%
27 11.745 842 845 848 rVB 63972 90394 1.03% 0.123%
28 11.973 862 865 867 rBvV 939036 978544 11.10% 1.328%
29 12.488 908 910 912 rBV 185964 213966 2.43% 0.290%
30 12.682 922 927 930 rBV3 81313 225919 2.56% 0.307%

31 12.751 932 933 936 rBV 352598 540716 6.13% 0.734%
32 12.854 941 942 945 rVB 240080 199771 2.27% 0.271%
33 13.025 954 957 959 rVB 6824506 6453564 73.19% 8.759%
34 13.516 998 1000 1002 rVB 85343 109652 1.24% 0.149%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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
Title

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

35 13.562 1002 1004 1006 rBV 209415 193960 2.20% 0.263%

36 13.688 1013 1015 1016 rBV 140068 114920 1.30% 0.156%

37 13.734 1016 1019 1021 rVB2 62496 88968 1.01% 0.121%
38 13.928 1034 1036 1040 rBV 485706 587079 6.66% 0.797%
39 14.008 1040 1043 1045 rVB 60996 93918 1.07% 0.127%

40 14.077 1046 1049 1051 rVB 1468654 1582837 17.95% 2.148%

41 14.579 1091 1093 1095 rBVY 138406 180788 2.05% 0.245%
42 15.540 1174 1177 1180 rBV 1029877 1220810 13.84% 1.657%
43 16.088 1222 1225 1229 rBV4 42489 90837 1.03% 0.123%

Sum of corrected areas: 73682097
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000
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7.928.1 8.5

0
Time-->

A A A
L e 1 I L L Y S L O L L Y L L B N B By L B B B L B L B Y B B L B B
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9128

10.74

9.66
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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.

5.10 46.11 ng 3494620 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 264 (5.104 min): BF082621.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
b 8Ll 0 83 | 7 89.10° 59.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I I I
59 480 5.00 520 5.40
m/z 101.10 17 .95%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 58.10 14 .49%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A EmaEs s
59 480 5.00 5.20 5.40
m/z 41.10 9.80%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540

8270-BF103015.M Mon Nov 02 15:16:27 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 unknown6.67 Concentration Rank 1

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

6.67 87.36 ng 6621060 1,4-Dichlorobenzene-d4 6.90
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 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 401 (6.670 min): BF082621.D (-398) (-) m/z 132.10 100.00%
132
68
5000
96 U UL R L
40 54 75 104 6.40 6.60 6.80 7.00
I [ Y 3 '| PR /S .S | S m/z 68.10 57.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL R R
6.40 6.60 6.80 7.00
3 78 m/z 66.10 37.17%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 97 m/z 134.10 33.05%

70

31 445 60 7 g 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 6.40 6.60 6.80 7.00
m/z 69.05 24 _.23%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 7

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

7.57 2.99 ng 302943 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 42
3 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 36
4 Acetic acid, diethyl- 116 C6H1202 000088-09-5 33
5 Methyl 2,3,4-tri-0-methyl-6-deox... 220 C10H2005 072983-16-5 25

Abundance Scan 480 (7.573 min): BF082621.D (-475) (-) m/z 73.05 100.00%
73
5000
41
101
| 123 7.20 7.40 7.60 7.80
o— T T e e e m/z 88.10 71.52%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73
5000 T
41 7.20 7.40 7.60 7.80
‘ 101 m/z 41.10 32.13%
oL Ul h‘.h J.”}%g. N,
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.20 7.40 7.60 7.80
5000 71 m/z 57.10 32.13%
o 109 135155173 214 242 272 294313 355
LI L (L ISULL UL SR SR B
m/z--> 50 100 150 200 250 300 350
Abundance #28787: Heptanoic acid, ethyl ester
88 7.20 7.40 7.60 7.80
43 m/z 55.05 23.99%
5000
60 113
oL HJ‘ | wase
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\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 Cyclotetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.68 ng 291578 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 98
2 2-Tetradecene, (E)- 196 C14H28 035953-53-8 96
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
5 1-Tridecanol 200 C13H280 000112-70-9 91
Abundance Scan 838 (11.665 min): BF082621.D (-836) (-) m/z 55.10 100.00%
43 55
69 83
5000
s "1140 1160 1180 1200
o 139 152 166 194 207 /7  43.10 89970
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53622: Cyclotetradecane
55
41 69 83
5000 o7 L BN B UL U
29 11,40 11.60 11.80 12.00
‘ 111125 m/z 57.10 77 .99%
196
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
a L IS B SURIILN SO
11.40 11.60 11.80 12.00
5000 29 69 m/z 69.10 77 .33%
83
97
111
ol 15 125 140 153 168 181 -0
rrryrrrTprTrryrTrT T Ty T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65757: 1-Tetradecanol B e AR
43 55 gq 11.40 11.60 11.80 12.00
83 m/z 83.10 75.47%
97
5000 29
125
m/z--> 20 b & 1%1@ 180 200 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.97 8.98 ng 978544 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 25
Abundance Scan 865 (11.973 min): BF082621.D (-862) (-) m/z 73.05 100.00%
43 60 73
5000
129
o7 115 213
| 143 157171185 19q 227,34 256 11.60 11.80 12.00 12.20
) S m/z 43.10 88.03%
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 DR A A AR B
129 nmnmnmnm
. 213 m/z 60.10 85.15%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14|.3|||||||| |||]:99|||‘|2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1160 11.80 12.00 1220
5000 29 129 m/z 55.10 72.28%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid e B AEama mET s eees =
60 73 11.60 11.80 12.00 12.20
43 m/z 41.10 69.68%
5000 129
. 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 unknownl2?.68 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.68 2.07 ng 225919 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Methyl-Z-10-pentadecen-1-ol 240 C16H320 1000131-00-7 37
2 2-Hexenoic acid, ethyl ester 142 C8H1402 001552-67-6 27
3 Phosphoric acid, di-2-propenyl e... 178 C6H1104P 007748-09-6 22
4 1-Allyl-1-but-3-enyl-1-silacyclo... 166 C10H18Si 127597-51-7 22
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 11
Abundance Scan 927 (12.682 min): BF082621.D (-922) (-) m/z 57.10 100.00%
43
5000
12,40 1260 12.80 13.00
Y ME— m/z 97.10 72.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82595: 9-Methyl-Z-10-pentadecen-1-ol
43
57
5000 99 LR BN UL UM SR
69 oo 12:40 12,60 12,80 13.00
m/z 43.10 69 .66%
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240
Abundance
97
55
29 SR BN SN SUNRR B
12.40 12.60 12.80 13.00
5000 41 m/z 55.10 46.34%
73
114 142
0 15 85 127
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41456: Phosphoric acid, di-2-propenyl ester R
41 57 12.40 12.60 12.80 13.00
m/z 41.05 44 _22%
5000 187
99
80
0 ...,?K..w..NJ,...Jp....,...?F?..n,....,..??g.. S Mt S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12,60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.75 4.96 ng 540716 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 30
5 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 25
Abundance Scan 933 (12.751 min): BF082621.D (-932) (-) m/z 43.10 100.00%
43 57 73
5000
. 129 o My Y
01115 | 44517171185 241 12.40 12.60 12.80 13.00
0 ----|| | 157 199213227241255 284 7y 5710 89 820}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o, T8

5000

29 nmnmnmnm
m/z 73.05 84 .35%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 12.40 12.60 12.80 13.00
5000 29 m/z 55.10 79.97%

15 143157171185199% 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R
73 12.40 12.60 12.80 13.00
m/z 60.10 78.14%
43 5
5000 129
185 228
115
1 143157171 ‘
0 T Pl et s | e
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\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 9
R.T. EstConc Area Relative to ISTD R.T.
12.85 2.52 ng 199771 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
3 Propan-2-one O-(2-chloro-1-methy... 149 C6H12CINO 1000186-05-6 37
4 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 35
5 Pentanal, 3-methyl- 100 C6H120 015877-57-3 35
Abundance Scan 942 (12.854 min): BF082621.D (-941) (-) m/z 56.10 100.00%
56
5000 a1
| l|| 157 185 213 2397 12,60 12.80 13.00 13.20
Obprrerherfl m/z 57.10 56.03%
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
5000 4 LR UL UL LN
73 12.60 12.80 13.00 13.20
m/z 43.10 40.75%
o2 ‘ L7112 e 185 213 2§9 2?7 281 312
m/z--> 20 45 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance
56
1260 12.:80 13.00 13.20
5000 a1 m/z 41.10 38.30%
& 129 257
ol.26 101 157 185 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22421: Propan-2-one O-(2-chloro-1-methyl-ethyl)-oxime R R B .
56 12.60 12.80 13.00 13.20
m/z 55.10 32.51%
5000
73
41 100
0 b L \HJ | ‘ 115 149

12. 60 12. 80 13. 00 13. 20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.56 2.45 ng 193960 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 74
2 5-Methyl-2-hexene,cé&t 98 C7H14 003404-62-4 27
3 Azetidine-2-one, 3-hexyl-3-methyl- 169 C10H19NO 105037-97-6 27
4 Octadecanoic acid 284 C18H3602 000057-11-4 22
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 22

Abundance Scan 1004 (13.562 min): BF082621.D (-1002) (-) m/z 56.10 100.00%
56
o JJ
129 285 RUNNRBA BILSA SSURSN SUNLRE
3 || m | 155 185 o0 241 267 | 13.20 13.40 13.60 13.80
[ '-- IPRSARERREY MS . E fSE A E m/z 57.10 80.44Y%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 AR SRR AR SIS B
29 1320 13.40 13.60 13.80
m/z 43.10 53.45%
129 285
97 267
fo) I \‘I Y Iuh \‘H .‘M‘. \hl\ .“h. — ?'57 " ]:§|5 |2|13| sz}ll i ‘. .“. |3:.|'1. .3‘}0|
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 55.10 46.82%
27
98
81
O A M " VNANJ_JMNAJA\MAAMJ
m/z--> 50 100 150 200 250 300
Abundance #35411: Azetidine-2-one, 3-hexyl-3-methyl- R e e e A B
56 13.20 13.40 13.60 13.80
m/z 41.10 42 _.49%
3 126
ob—s ﬁ ’ ‘{ §4.J}q9.‘. N, ot tbdneat s st
m/z--> 50 100 150 200 250 300 1320 13.40 13.60 13.80

8270-BF103015.M Mon Nov 02 15:16:35 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 7.42 ng 587079 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 1-Docosene 308 C22H44 001599-67-3 87
3 1-Eicosanol 298 C20H420 000629-96-9 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 11-Tricosene 322 C23H46 052078-56-5 80

Abundance ‘Scan 1036 (13.928 min): BF082621.D (-1034) (-) m/z 55.05 100.00%

5000

5) 83 W

13.60 13.80 14.00 14.20
m/z 43.10 97.11%

139 167183 210

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63051: Cyclopentadecane
55

:

13!60 13.I80 14.IOO 14!20
m/z 57.10 97.01%

5000

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
L M e
97 13.60 13.80 14.00 14.20
5000 71 m/z 83.10 83.99%
29
125
o 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #116747: 1-Eicosanol T T
43 13.60 13.80 14.00 14.20
m/z 97.10 73.56%
5000
2 139
o Ul 154 181196
S RARENaE ey A EaE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/I1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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

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 17-Pentatriacontene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.58 2.28 ng 180788 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 90
4 1-Heptacosanol 396 C27H560 002004-39-9 86
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 72
Abundance Scan 1093 (14.579 min): BF082621.D (-1091) (-) m/z 57.10 100.00%
57
83
5000
111
LSRR BN BRI I I
139 397 14.20 14.40 14.60 14.80
0 ....,..--..',.1.1..,1.6.7..,.2.21..,..2??,....,....,....,...., m/z 43.10 80.99%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 LR UM BRI IS R
1420 14.40 14.60 14.80
29 125 m/z 55.10 67.45%
ol bl “ “H \‘H m\u u‘u “\. b ?1??9‘?36 267292320 348 376 406 434 462 490
m/z--> 0 50 250 300 350 400 450
Abundance
43
69 14.20 14.40 14.60 14.80
5000 o7 m/z 71.10 60.42%
0 125 169195 204 252
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #129672: 1-Hexadecanesulfonyl chloride A B e S e
57 14.20 14.40 14.60 14.80
83 m/z 83.10 55.79%
5000 111
29
[139167196224 271 g5
OIII\I |J||||||||l||||||||||||||||||||||||||| |||||||||||||||||||
m'z--> 0 50 100 150 200 250 300 350 400 450 ' 1420 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103015\
Data File : BF082621.D

Acq On : 31 Oct 2015 15:05

Operator : UM/1Z

Sample : G4191-05

Misc :

ALS Vial : 39 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... 5.10 46.1 ng 3494620 1 6.90 1515740 20.0
unknown6 .67 6.67 87.4 ng 6621060 1 6.90 1515740 20.0
Hexanoic acid, 2-... 7.57 3.0 ng 302943 2 8.19 2024120 20.0
Cyclotetradecane 11.66 2.7 ng 291578 4 11.44 2179480 20.0
n-Hexadecanoic acid 11.97 9.0 ng 978544 4 11.44 2179480 20.0
unknownl2 .68 12.68 2.1 ng 225919 4 11.44 2179480 20.0
Pentadecanoic acid 12.75 5.0 ng 540716 4 11.44 2179480 20.0
Hexadecanoic acid... 12.85 2.5 ng 199771 5 14.08 1582840 20.0
Octadecanoic acid... 13.56 2.5 ng 193960 5 14.08 1582840 20.0
Cyclopentadecane 13.93 7.4 ng 587079 5 14.08 1582840 20.0
17-Pentatriacontene 14_.58 2.3 ng 180788 5 14.08 1582840 20.0
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