LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090324.D
Aca On : 30 Sep 2016 20:49 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 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-BF092016.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 1.633 3 4 30 rvB 3035118 7996570 100.00% 25.270%
2 1.953 30 32 49 rVB4 43828 210359 2.63% 0.665%
3 2.798 102 106 134 rBvV 179567 991953 12.40% 3.135%
4 4.524 254 257 264 rBV 127300 219717 2.75% 0.694%
5 5.027 299 301 310 rBV 851068 1144033 14.31% 3.615%
6 5.873 370 375 381 rBV3 50348 131565 1.65% 0.416%
7 6.136 395 398 404 rBV 849355 1339280 16.75% 4.232%
8 6.227 404 406 412 rVB 1333591 1226299 15.34% 3.875%
9 6.456 424 426 428 rBV 820261 725935 9.08% 2.294%
10 6.559 432 435 438 rBV 388428 756753 9.46% 2.391%

11 6.605 438 439 442 rVB 674481 900238 11.26% 2.845%
12 7.027 473 476 478 rBvV 844512 763985 9.55% 2.414%
13 7.587 518 525 527 rBvV2 222848 593322 7.42% 1.875%
14 7.668 530 532 534 rVB 156588 216237 2.70% 0.683%
15 7.747 537 539 541 rvV 1002690 886595 11.09% 2.802%

16 7.839 546 547 550 rVvB 194521 168583 2.11% 0.533%
17 8.102 567 570 572 rBV 430724 593409 7.42% 1.875%

18 8.502 602 605 611 rVB3 35124 87140 1.09% 0.275%
19 8.822 631 633 636 rvv 1376201 1198695 14.99% 3.788%
20 8.948 638 644 645 rvv2 49030 81160 1.01% 0.256%

21 9.222 666 668 671 rvv 238296 342182 4.28% 1.081%
22 9.348 675 679 680 rvv2 72628 135742 1.70% 0.429%

23 9.428 683 686 689 rBV3 37353 95074 1.19% 0.300%
24 9.485 689 691 693 rvv 942010 845272 10.57% 2.671%
25 9.942 727 731 735 rBv4 34218 86688 1.08% 0.274%
26 10.136 744 748 749 rBV3 39873 83606 1.05% 0.264%
27 10.273 757 760 762 rBV 577721 606777 7.59% 1.917%
28 10.422 771 773 776 rBvV2 65775 93892 1.17% 0.297%

29 10.502 779 780 782 rBvV2 105816 118617 1.48% 0.375%
30 10.536 782 783 787 rBV 138912 224526 2.81% 0.710%

31 10.674 794 795 798 rBvV2 93678 156323 1.95% 0.494%
32 10.959 817 820 822 rBV 740592 791786 9.90% 2.502%
33 11.028 824 826 827 rBV 205410 270095 3.38% 0.854%
34 11.051 827 828 830 rvB 227860 179771 2.25% 0.568%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

3?22'6 : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.211 840 842 844 rBV 156380 208801 2.61% 0.660%

36 11.542 868 871 873 rBvV2 242284 401399 5.02% 1.268%
37 12.548 956 959 961 rBvV 691611 788039 9.85% 2.490%
38 13.474 1038 1040 1043 rBV 411232 557327 6.97% 1.761%
39 14.114 1094 1096 1099 rBV 625546 869242 10.87% 2.747%
40 14.685 1144 1146 1150 rVB2 642478 1125189 14.07% 3.556%

41 15.143 1184 1186 1189 rVB 637543 903418 11.30% 2.855%
42 15.337 1200 1203 1205 rBV 942289 1502901 18.79%% 4._.749%
43 15.943 1253 1256 1259 rVB 573337 1026448 12.84% 3.244%

Sum of corrected areas: 31644943
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090324.D
4000000

3000000

2000000

6.23

1000000 5.03 614  6.46 o, 7.03

6.46 ,
2.80 -

| 1.95 4.52 5.87
0 N N /!

I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF090324.D
4000000

3000000

2000000
7.75
1000000
8.10
7.6/77-84

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF090324.D

4000000

3000000

2000000

1000000

e T

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\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl.95 Concentration Rank 16

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

1.95 5.80 ng 210359 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. l-ethoxv- 88 C5H120 000628-32-0 5
2 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 4
3 Urea. ethvl- 88 C3H8N20 000625-52-5 3
4 Methvl propionate 88 C4H802 000554-12-1 3
5 Ethanamine, N-methyl-N-nitroso- 88 C3H8N20 010595-95-6 3

Abundance Scan 32 (1.953 min): BF090324.D (-30) (-) m/z 88.00 100.00%
88
55 s
5000
39 45
1.80 2.00 2.20
o ‘“-' |5°|| H .‘??,'.‘... 8 m/z 55.10 64.29%
m/z--> 10 20 30 40 70 80 90
Abundance #2108: Propane, 1- ethoxy—
31 59
5000 L AL RS AL B
43 1.80 2.00 2.20
88 m/z 45.00 33.21%
0 2%‘ | s | 73 79
miz--> 0 20 30 40 50 6 70 8 90
Abundance
32
60 . 180 200 220
5000 18 m/z 73.00 30.14%
44
13 21 39 55 70
e L L L UL S IR S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1956: Urea, ethyl— LA L L L L B
30 4 1.80 2.00 2.20
73 m/z 39.10 30.08%
88
5000
56
18 ‘\“ 39 51 |
Ot "”I'"W""P"'I”"I'”'I"”I L AL R AL B
m/z--> 10 20 30 50 60 70 80 90 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Hexanol Concentration Rank 5

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

2.80 27.33 ng 991953 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-0Octanol 130 C8H180 000123-96-6 78
3 2-Heptanol 116 C7H160 000543-49-7 78
4 2-Hexanol. (R)- 102 C6H140 026549-24-6 64
5 2-Octanol, (R)- 130 C8H180 005978-70-1 64

Abundance Scan 106 (2.798 min): BF090324.D (-102) (-) m/z 45.05 100.00%
45
5000 /\\\\\\\\‘__\_
69 A T
3 || 57 8 g 240 2.60 2.80 3.00 3.20
Ol prrer s et bt e e || M7z 43.10  22.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4407 2-Hexanol
45
5000 SRR RN RS R
240 2.60 2.80 3.00 3.20
m/z 69.10 20.62%
15 55 69 87
0"'I"''I"""I"''agl"‘l''I""'I""I""I""'I"":I-(')'z"l""l""l'"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
240 2.60 280 3.00 3.20
5000 m/z 41.10 15.75%
27 55
ol 1 38 63 10 7784 97 112 199
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8312: 2-Heptanol L B e
45 240 2.60 2.80 3.00 3.20
m/z 87.10 6.87%
5000
B | sl 270 8 g s
m/z--> 10 20 3'0 4'0 50 6|O 70 8 9 1(')0 110 120 130 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.52 6.05 ng 219717 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 257 (4.524 min): BF090324.D (-254) (-) m/z 43.10 100.00%
43
59
5000
101
83 420 4.40 4.60 4.80
o...,....,....,....',':...?.1.~!.|i..‘?.7,....,.'...,....-,....,....,....,....,...., m/z 59.10 67.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AL UL I UL
59 420 440 460 480
m/z 101.10 27 .90%
15 31 101
0 ‘ 1 N 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
420 4.40 460 480
5000 m/z 58.10 17.70%
4
102
oL 15 51 B g
wﬁmﬂwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester 4 e A
59 420 4.40 4.60 4.80
m/z 41.10 9.17%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY ISR DR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.23 Concentration Rank 2

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

6.23 33.79 ng 1226300 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 406 (6.227 min): BF090324.D (-404) (-) m/z 132.10 100.00%
5000 68
96 [rr T T
40 54 || 78 | 106 5.80 6.00 6.20 6.40 6.60
ol m/z 68.05 41.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI UL RS IR
5.80 6.00 6.20 6.40 6.60
31 51 m/z 134.00 32.77%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
580 6.0 6.0 6.40 6.60
5000 m/z 66.05 24 .58%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl e ./\q R R
57 132 580 6.00 6.20 6.40 6.60
24 m/z 69.10 16.02%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Hexanol, 2-ethyl- Concentration Rank 9

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

6.56 20.85 ng 756753 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 74
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 43

Abundance Scan 435 (6.559 min): BF090324.D (-432) (-) m/z 57.10 100.00%
5000
41
70 83 NSRS NARPE AR R
| | | T B 6.20 6.40 6.60 6.80
ol e e | m/Zz 41.10  30.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41 AR A R
29 6.20 6.40 6.60 6.80
70 83 m/z 43.10 27.15%
o5 Mol o B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
620 640 660 680
5000 m/z 55.10 23.62%
41 70
83
15 29 08 112
S L S L B L UL BRI S
m/z--> 20 40 60 80 100 120 140 160
Abundance #72872: Heptane, 1,1'-oxybis- AR L e
57 6.20 6.40 6.60 6.80
m/z 70.10 21.11%
5000
70
98
0 “ Il ‘d 83 107117 135 148 171
m/z--> ' 60 8IO 100 120 140 160 ' 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.67 Concentration Rank 19

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

7.67 4.88 ng 216237 Naphthalene-d8 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 36
2 Biphenvlene 152 C12H8 000259-79-0 12
3 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 12
4 Butane(dithioic) acid. methyl ester 134 C5H10S2 013831-08-8 10
5 trans-1-Nitro-1-propene 87 C3H5NO02 017082-05-2 9

Abundance Scan 532 (7.668 min): BF090324.D (-530) (-) m/z 152.00 100.00%
87
5000 55
73 ‘ % 105 740 7.60 7.80 8.00
0.,....,....,....|,|..|:' .|!.:|:.!..,.'.'..,..-..',..!.,..:.,...1.1,9....,1.35?.,....,'!..,.. m/z 87.05 59.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25532: 1,2,5-Trithiepane
152
5000 60
45 87 7.40 7.60 7.80 8.00
27 108 m/z 55.10  40.66%
96
0WH“VWME?V”WH“ﬂ“W““P“W“LVAWH“V“W““P“W4“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
152
740 7.60 7.80 8.00
5000 m/z 88.10 29.05%
63 6 126
0 27 39 50 87 98 111 135
Twmmmﬁmﬁwwwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25651: 2-Chlorobenzimidazole
152 7.40 7.60 7.80 8.00
m/z 59.00 20.42%
5000
63 90
117
125
0'I"}ﬁ'?ﬁl'"W'"'P'"I”"I'Zél'”'I'”'I}Rél"'ﬁ""P"'""I"' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Isoborneol Concentration Rank 12

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

8.10 13.39 ng 593409 Naphthalene-d8 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoborneol 154 C10H180 000124-76-5 64
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 49
3 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 43
4 2-Amino-4-methvlbut-2-enenitrile 110 C6H10N2 1000197-39-9 43
5 1,5-Hexadiene, 2,5-dimethyl- 110 C8H14 000627-58-7 43

Abundance Scan 570 (8.102 min): BF090324.D (-567) (-) m/z 95.10 100.00%
95
5000
81
41 g5 69 110121 435 g5 110 780 8.00 820 8.40
o} m/z 81.10 29.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26626: Isoborneol
95
5000
4l 7.80 8.00 8.20 8.40
21 5 o g5 110 191 144 m/z 93.10 25.15%
1\5 M\ ‘\ \‘ \““H “\H\ \HM\‘ \“\‘ H\‘H ‘ ‘ | 14
L L UL UL UL B
m/z--> 20 40 60 80 100 120 140 160
Abundance
o7 95
a1 7.80 8.00 8.20 8.40
5000 55 m/z 170.10 18.04%
27
110
. 79
L L UL UL UL B
m/z--> 20 40 60 80 100 120 140 160
Abundance #5972: Cyclohexene, 3,5-dimethyl- e m e  REma!
95 7.80 8.00 8.20 8.40
o7 m/z 121.10 16.89%
5000
39 55 81 110
A
0||1|5||h‘||‘=‘||“l“i|‘|‘|‘||Hi‘||‘|‘l|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl10.54 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.54 5.67 ng 224526 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol. 4.8-dimethvl- 172 C11H240 033933-80-1 35
2 Cyclobutane. 1-butvl-2-ethvl- 140 C10H20 1000150-67-3 30
3 Cvclopropane. 1.2-dimethvl-3-pen... 140 C10H20 062238-10-2 30
4 1-Dodecanol. 3.7.11-trimethvl- 228 C15H320 006750-34-1 27
5 1-Decene 140 C10H20 000872-05-9 25
Abundance Scan 783 (10.536 min): BF090324.D (-782) (-) m/z 57.10 100.00%
121 135 149
107

5000

3

10.20 10.40 10.60 10.80
m/z 56.10 93.35%

166 180191 206 229

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39807: 1-Nonanoal, 4,8-dimethyl-

SN

w

o1

~

N

©
%

5000 R R R RRRREEREE,

83 10. 20 10. 40 10. 60 10.80
29 o8 m/z 69.10 84.31%
0 P T RO Y M~ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 55 69
07 e
10.20 10.40 10.60 10.80
5000 84 m/z 55.10 81.85%
9 112
125 140
o NN R | P N M.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18082: Cyclopropane, 1,2-dimethyl-3-pentyl-, (1.alpha.,2.... R AR B
56 10.20 10.40 10.60 10.80
m/z 135.10 78.45%
41 69
5000
29 111
N T 7 M I POGSY. N 7 P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl1l1l.03 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.03 6.82 ng 270095 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 38
2 2-Dodecvne 166 C12H22 000629-49-2 30
3 2-C14H26 194 C14H26 000638-60-8 30
4 1.1"-Bicvclopentvl 138 C10H18 001636-39-1 27
5 Bicyclo[3.1.1]heptane-2-carboxal... 152 C10H160 004764-14-1 25

Abundance Scan 826 (11.028 min): BF090324.D (-824) (-) m/z 68.10 100.00%

43
5000
10.80 11.00 11.20 11.40
216 233 249
Ol el o m/z 129.00  76.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16976: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
41 55 95
27 82
5000 LANLINLIL B L L L LB
10 80 11. OO 11. 20 11. 40
m/z 95.10 74 .52%

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
95
41 L
55 g 81 10.80 11.00 11.20 11.40
5000 m/z 57.10 71.01%
27 109
0 123137151 165
AR B e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56464: 2-C14H26 e B LS REmEE
10.80 11.00 11.20 11.40
m/z 82.10 66.36%
5000
109
0 | 123138152165179193
- IIII|IIII|IIII|IIII|IIII TTTT IIII|IIII|II TT 1T UL TTTT TT 1T TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,80 11,00 1120 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentadecanone, 6,10,14-tr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.05 4_.54 ng 179771 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone. 6.10.14-trimethvl- 268 C18H360 000502-69-2 90
2 2-Tetradecanone 212 C14H280 002345-27-9 58
3 8-Nonen-2-one 140 C9H160 005009-32-5 43
4 2-Undecanone. 6.10-dimethvl- 198 C13H260 001604-34-8 43
5 Oxirane, 2,3-diethyl- 100 C6H120 004468-66-0 38

Abundance Scan 828 (11.051 min): BF090324.D (-827) (-) m/z 43.10 100.00%

ile]

5000

e

123 e o N B
137 151 165 179 197210 227 250 1080 11. OO 11. 20 11. 40

e m/z 58.10 96.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117630: 2-Pentadecanone, 6,10,14-trimethyl-

109

o

5000
1080 11.00 11.20 11.40
250 m/z 71.10 65.67%
. 7151165179 194 210 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
58
43 10.80 11.00 11.20 11.40
5000 m/z 57.10 44 . 79%
71
29 85
ok 98 111 127 141154 169183197 212
Ll RAREE o e R B AR RARAS RamEs e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18655: 8-Nonen-2-one L e TS LA
43 1080 11. 00 11. 20 11. 40

m/z 59.10 39.90%

58
5000
7
‘\ \“f 38111125140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 80 11. OO 11. 20 11. 40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownll.21 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.21 5.27 ng 208801 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phvtol 296 C20H400 000150-86-7 43
2 cis-9.10-Epoxvoctadecan-1-ol 284 C18H3602 013980-12-6 38
3 Cvclohexanol. 1l-ethvnvl- 124 C8H120 000078-27-3 35
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 30
5 (-)-trans-Pinane 138 C10H18 033626-25-4 25

Abundance Scan 842 (11.211 min): BF090324.D (-840) (-) m/z 81.10 100.00%

5000

10.80 11.00 11.20 11.40 11.60
m/z 82.10  95.24%

o 86 203 222239255 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141396: Phytol

10.80 11.00 11.20 11.40 11.60
m/z 57.10 92.45%

5000

140 163179196 221236 263278294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
R B R
10.80 11.00 11.20 11.40 11.60
5000 81 m/z 43.10 91.09%
96
+ L M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10506: Cyclohexanol, 1-ethynyl- B B e

81 10.80 11.00 11.20 11.40 11.60
m/z 68.10 89.52%

5000 6
39
LA L
15 | \ \ A ‘ M‘ l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 80 11. 00 11. 20 11. 40 11. 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.54 10.14 ng 401399 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 871 (11.542 min): BF090324.D (-868) (-) m/z 73.10 100.00%
73
57
5000 4 129
JRUUNILA DGR BN B
227. 256 11.20 11.40 11.60 11.80
o -LM 242 | 373289 m/z 60.10 70.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 RO LR B SRR B
11.20 11.40 11.60 11.80
m/z 57.10 66.15%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 B
11)20 11!40 11feo 11)80 '
5000 29 m/z 43.10 62.56%
129
87 115 171 214
o 58 152 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R ERRREEEE L
3 78 11.20 11.40 11.60 11.80
m/z 55.10 56.86%
5000 129
29
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1150 1140 1160 11%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 15 17-Pentatriacontene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.47 20.00 ng 557327 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1040 (13.474 min): BF090324.D (-1038) (-) m/z 57.10 100.00%
1 W
5000 111
139 13.20 13.40 13.60 13.80
168
oLt AL hui 90224 201 201317342867 m/z 83.10 93.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 HUR IR SUNIL SUNILN I
13.20 13.40 13.60 13.80
1 m/z 97.10 86.15%
o ‘M MH‘A‘}$9167196224 267292 321 462 490
m/z--> 56 160 1%0 260 2éo 300 350 460 4éo '
Abundance
43
83 HUR IR SUNIR SUNILN I
13.20 13.40 13.60 13.80
5000 m/z 43.10 T4.72%
il M
139 182210
L L L W S L WL LI B L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186970: n-Tetracosanol-1 B R
57 83 13.20 13.40 13.60 13.80
m/z 69.10 71.43%
5000 111
29 139
oL 13157 195 223 250 2302083
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 4(')0 4&'30 ' 13.'20 13.'40 13.I60 13.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 9-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.11 31.19 ng 869242 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81
Abundance Scan 1096 (14.114 min): BF090324.D (-1094) (-) m/z 57.10 100.00%
57
5000
111
139 13.80 14.00 14.20 14.40
ol 1 A P 180 107 224 253 280 308 344 372393 | g3 90 74.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127770: 9-Eicosene, (E)-
57 83
5000 SR AU BRI U BN
29 111 13.80 14.00 14.20 14.40
m/z 71.10 70.51%
ol 1| | ‘\\H | ‘L 1139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 13.80 14.00 14.20 14.40 |
5000 m/z 97.10 70.49%
29 111
139 168 196 907 258
Obr i T e e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester R R e R B
57 13.80 14.00 14.20 14.40
m/z 43.10 62 .52%
5000 __f\/\g,A~¢~ﬂﬂ»\/\~»«”\~J\‘
83
29‘ N l |1 283
ob—d b A d gy 130 160 210238 . S —
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 17 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .69 24 .91 ng 1125190 Perylene-d12 14 .94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 1146 (14.685 min): BF090324.D (-1144) (-) m/z 57.10 100.00%
57
85
5000
141 14.40 14.60 14.80 15.00
ol i, '|, Li-[.109.197 205 253 207323 365 307420442 75 7110  83.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 L L B BRI B
mmmmmmmm
29 m/z 85.10 63.74%
0 | \‘ h bl u‘ 1}3\141.1 ‘169 197 225 254
m/z--> 55 160 1éo 260 250 360 3%0 460 '
Abundance
57
' 14.40 14.60 14.80 15.00
5000 85 m/z 43.10 52.57%
29
o 113 141 169 197 205 268 4\_,#A\~J\—«~f\“~\_\fA\A\/\
m/z--> 55 160 1%0 260 250 360 3%0 460 '
Abundance #202662: Heptacosane Al Eama s B
57 14.40 14.60 14.80 15.00
m/z 99.15 20.58%
5000
85
0 2? | | | 113141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3%0 460 ' 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 18 Pentadecanal- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.14 20.00 ng 903418 Perylene-di12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 78
2 Tetradecanal 212 C14H280 000124-25-4 72
3 Heptadecanal 254 C17H340 1000376-70-0 64
4 7-Azabicvclol4.1.0lheptane. 1-me... 111 C7H13N 025022-25-7 46
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 38
Abundance Scan 1186 (15.143 min): BF090324.D (-1184) (-) m/z 82.10 100.00%
8p
5000 JL/\\—\AMMM«
t 14.80 15.00 15.20 15.40
138 . . ) )
0 A W (113 202227250 278 306 334 362 390412435 m/z 57.10 91.57%
m/z--> 100 150 200 250 300 350 400
Abundance #82955:; Pentadecanal-
5000 U S UL DU B B
14. 80 15. oo 15.20 15.40
109 m/z 96.10 68.61%
137
0 ‘ljw'“i""l""l' Y UL SR UL
m/z--> 100 150 200 250 300 350 400
Abundance
57 82
14.80 15.00 15.20 1540
5000 m/z 43.10 63.15%
29
109
168
P 194 //\/MA\/LM
0"'I""I""I""I"" R UL DA U
m/z--> 100 150 200 250 300 350 400
Abundance #105849: Heptadecanal R R Bmman
14.80 15.00 15.20 15.40
m/z 83.10 52.08%
109
0 1§7 180 208 236
m/z--> 1(')0 1%0 2(')0 250 3(')0 351;0 4(')0 ' 14. 80 15. oo 15 20 15'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Bromotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.34 33.27 ng 1502900 Perylene-d12 14 .94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 1203 (15.337 min): BF090324.D (-1200) (-) m/z 57.10 100.00%
7
85
5000
B SN AR B DU
141 169 15.00 15.20 15.40 15.60
o 197 225 253 295 337 379404428 454 n/z 71.10 85 390
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #124147: 2-Bromotetradecane
57
85
5000 R DU BRI BN B
5%5%5%5%
29 13 m/z 85.10 66.09%
| ‘ PP e
0 ”htlub"u""I"'”I”"I""I""I""I”"I"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
a5 15.00 15.20 15.40 15.60
5000 m/z 43.10 48.06%
225
. 29 113 141 169 196 352 “”/““A—/\-—J\“/\-»\_A_,A,¥A
miz-> 50 100 150 200 250 300 350 400 450
Abundance #83028: Hexadecane R R RS S
57 15.00 15.20 15.40 15.60
m/z 99.10 22.77%
0 29 ‘ }1}311414169 197 226
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0 1500 1520 1540 1560 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090324.D

Aca On : 30 Sep 2016 20:49

Operator : UM/SJ

ﬁ?ggle : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Oxirane, heptadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.94 22.72 ng 1026450 Perylene-d12 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
2 16-Octadecenal 266 C18H340 056554-87-1 81
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
4 Octadecanal 268 C18H360 000638-66-4 78
5 Tetracosanal 352 C24H480 057866-08-7 78
Abundance Scan 1256 (15.943 min): BF090324.D (-1253) (-) m/z 82.10 100.00%
57 g2
5000 ‘J\'*-~—V\v}\-_,,«/xf\v,,
B NI UL UL BN I
15.60 15.80 16.00 16.20
ol J- 166 194 229253278 309334 362 390 418 450 m/z 57.10 90 . 45%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129467: Oxirane, heptadecyl-
43 82
5000 L SRR SR IR B
15,60 15.80 16.00 16.20
110 m/z 96.10 72 .58%
0 | \ h H\ 170 166 104 236 264
mz-> 0 50 o 20 2o Ho o o 4k
Abundance
57 82
1560 15.80 16,00 16.20
5000 m/z 43.10 61.14%
29 110
137 168 196 224 2
(O e e T T e T e S o SR
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117618: Oxirane, hexadecyl- R R Bmman
2 15.60 15.80 16.00 16.20
m/z 83.10 59.79%
5000 \M/\\’\/\/\/\/
o 166 211 250
m'z--> 0 50 100 150 200 250 300 350 400 450 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093016\
Data File : BF090324.D
Acqg On - 30 Sep 2016 20:49 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : H5023-05 2X C-AREA-B-1-09272016
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl1.95 1.95 5.8 ng 210359 1 6.46 725935 20.0
2-Hexanol 2.80 27.3 ng 991953 1 6.46 725935 20.0
2-Pentanone, 4-hy... 4.52 6.0 ng 219717 1 6.46 725935 20.0
unknown6.23 6.23 33.8 ng 1226300 1 6.46 725935 20.0
1-Hexanol, 2-ethyl- 6.56 20.9 ng 756753 1 6.46 725935 20.0
unknown7 .67 7.67 4.9 ng 216237 2 7.75 886595 20.0
Isoborneol 8.10 13.4 ng 593409 2 7.75 886595 20.0
unknown10.54 10.54 5.7 ng 224526 4 10.96 791786 20.0
unknown11.03 11.03 6.8 ng 270095 4 10.96 791786 20.0
2-Pentadecanone, ... 11.05 4.5 ng 179771 4 10.96 791786 20.0
unknownll.21 11.21 5.3 ng 208801 4 10.96 791786 20.0
n-Hexadecanoic acid 11.54 10.1 ng 401399 4 10.96 791786 20.0
17-Pentatriacontene 13.47 20.0 ng 557327 5 13.59 557327 20.0
9-Eicosene, (E)- 14.11 31.2 ng 869242 5 13.59 557327 20.0
Octadecane 14.69 24.9 ng 1125190 6 14.94 903418 20.0
Pentadecanal - 15.14 20.0 ng 903418 6 14.94 903418 20.0
2-Bromotetradecane 15.34 33.3 ng 1502900 6 14.94 903418 20.0
Oxirane, heptadecyl- 15.94 22.7 ng 1026450 6 14.94 903418 20.0
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