LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On > 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 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-BF043015.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 1.495 24 27 30 rBvY 5680480 6937928 100.00% 21.094%
2 1.633 36 39 49 rVB 149399 271286 3.91% 0.825%
3 1.770 49 51 53 rvw 117368 159852 2.30% 0.486%
4 1.815 53 55 60 rvv 172544 248582 3.58% 0.756%
5 1.896 60 62 83 rvB 767409 1227299 17.69% 3.731%
6 5.153 345 347 356 rVB 309891 396305 5.71% 1.205%
7 5.644 388 390 393 rBVY 1532211 1956159 28.20% 5.947%
8 6.902 498 500 503 rBVY 2054443 2009970 28.97% 6.111%
9 7.062 511 514 516 rBVY 2368261 2181750 31.45% 6.633%
10 7.347 537 539 541 rBV 444958 415138 5.98% 1.262%

11 7.542 553 556 558 rVB 1247348 1577571 22.74% 4._.796%
12 8.045 597 600 602 rBV 1084082 1345694 19.40% 4_.091%
13 8.925 675 677 680 rBvV 702222 611003 8.81% 1.858%
14 10.273 792 795 797 rBV 2610794 2303046 33.20% 7.002%
15 10.776 837 839 841 rBV 107025 96360 1.39% 0.293%

16 11.108 865 868 870 rvB 624000 696747 10.04% 2.118%
17 12.034 946 949 951 rBV 182193 195740 2.82% 0.595%
18 12.091 951 954 956 rBV2 1316908 1763770 25.42% 5.362%
19 12.948 1027 1029 1031 rBV 677591 758367 10.93% 2.306%
20 14.365 1151 1153 1157 rVV 77499 76309 1.10% 0.232%

21 14.457 1159 1161 1166 rVB 54610 87919 1.27% 0.267%
22 14.720 1182 1184 1187 rBV2 64465 167735 2.42% 0.510%
23 14.765 1187 1188 1190 rVV 290104 267845 3.86% 0.814%
24 14.834 1190 1194 1195 rVv2 52606 122102 1.76% 0.371%
25 14.868 1195 1197 1198 rVV 58151 81911 1.18% 0.249%

26 14.948 1202 1204 1207 rVB 2468520 2541727 36.64% 7.728%
27 15.657 1263 1266 1268 rBV 166890 214466 3.09% 0.652%
28 16.114 1304 1306 1309 rBV 305517 395453 5.70% 1.202%
29 16.251 1315 1318 1320 rBV 901395 1013932 14.61% 3.083%
30 16.537 1341 1343 1346 rVV 95621 134011 1.93% 0.407%

31 16.948 1377 1379 1382 rBV 111856 166621 2.40% 0.507%
32 17.234 1402 1404 1408 rBV2 113654 225451 3.25% 0.685%
33 17.348 1411 1414 1419 rVB 95632 242310 3.49% 0.737%
34 17.737 1446 1448 1452 rBV2 89851 218344 3.15% 0.664%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On > 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.023 1470 1473 1481 rVB 805765 1265002 18.23% 3.846%
36 18.149 1482 1484 1486 rBV 64852 103179 1.49% 0.314%

37 18.606 1522 1524 1526 rBV 75667 111343 1.60% 0.339%
38 20.172 1658 1661 1668 rVB4 106790 302688 4_36% 0.920%

Sum of corrected areas: 32890915
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO78974.D

5000000
4000000

3000000

7.06
6.90
2000000
5.64

1000000 1.90

\J 1681 E 5/-L15 7A35

oA

T
Time--> 1.50 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: BFO78974.D

5000000
4000000

3000000
10.27

2000000
12.09
8.04
1000000 8.92 . 12.95

10.78 <A 12.03 A 1413746

o+ttt

1
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BFO78974.D

5000000
4000000

3000000
14.95

2000000

16.25 18.02
1000000

147 1566 6 154 16095171835 17.74 [us8.15 1861 20.17

o e T T T T T

Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.50 334.25 ng 6937930 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 27 (1.495 min): BFO78974.D (-24) (-) m/z 73.10 100.00%
3
43
5000
89
e ————————
55 140 1.60 1.80
O e L L8 D80 88 L m/z 43.10 53.16%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L L L
140 1.60 1.80
a1 89 m/z 89.10 31.82%
T |"%¢'|"'%$l"'4§|"??l T |l*' USRI
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 140 160 180
5000 m/z 41.05 10.94%
27
59 74
L SR SR S LA UL SR SUELLLN FUL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine LI e e
43 140 1.60 1.80
32 m/z 45.10 8.60%
58 89
5000 18
"I""I"?%I""I'”'I'?"I""ji"l""l""l U L N L
m/z--> 10 20 30 40 50 60 70 80 90 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.82 11.98 ng 248582 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 55 (1.815 min): BFO78974.D (-53) (-) m/z 73.10 100.00%
7B
5000
55
43 87 USRI UL LR L
36 ||| 50 | 1.40 1.60 1.80 2.00 2.20
e e L T e m/z 55.05 29.36%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.10 24.82%
‘%9 35 \‘\ 50 ‘ 67 | |,
mz-> 1o % % 40 so 6 o 8 %0 100
Abundance
73
140 1.60 1.80 200 2.20
5000 55 m/z 43.10 19.67%
43
15 % 3 s 67 83 98
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #1968: Silane, tetramethyl- RREas e o e e
73 1.40 1.60 1.80 2.00 2.20
m/z 41.05 13.35%
5000
29 37 | \ 53 59 65 ||, 80 88 N
m/z--> 10 20 3'0 40 50 60 70 8 90 100 ' 140 160 180 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.15 19.09 ng 396305 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 t-Butyl ethyl ether 102 C6H140 1000118-18-4 9

Abundance Scan 347 (5.153 min): BF078974.D (-345) (-) m/z 43.10 100.00%
43
59
5000
ot 480 500 520 540
...,....,....,....-,'::..?.1.~:.|,...‘??....,E??..,....~,|....,....,....,....,...., m/z 59.10  56.24%
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 AL UL IS UL B
59 480 500 520 540
m/z 101.10 19.24%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 15.49%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one T e
43 480 5.00 5.20 5.40
m/z 41.10 8.58%
5000
55
‘ | | 6371 8 98

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 unknown7.06 Concentration Rank 2

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

7.06 105.11 ng 2181750 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 514 (7.062 min): BF078974.D (-511) (-) m/z 132.00 100.00%
5000 68
U UL LU UL IR
40 . 54 | 75 104 6.80 7.00 7.20 7.40
et AT 2O P e LI s W hsz 68.10  39.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R IS L L I
6.80 7.00 7.20 7.40
0
31 4 Sﬁ 78 m/z 134.00 33.25%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 720 7.40
5000 67 m/z 66.10 24.71%
41 97
53 2 117
34 60 89 105 124
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole A
132 6.80 7.00 7.20 7.40
m/z 69.10 15.24%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 unknownl12.03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.03 5.16 ng 195740 Phenanthrene-d10 12.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 3.5-dimethvl-1-phenvl- 172 C11H12N2 001131-16-4 27
2 2.5-Dimethvl-3-phenvlfuran 172 C12H120 019842-57-0 27
3 Benzaldehvde. 2.6-difluoro-3-met... 172 C8H6F202 149949-30-4 23
4 Menadione 172 C11H802 000058-27-5 22
5 peri-Naphtho-1,3-dioxin 172 C11H802 000204-11-5 16
Abundance Scan 949 (12.034 min): BF078974.D (-946) (-) m/z 172.10 100.00%
172
101
5000 87
6 113 141
39 s | 75 129 157 11.80 12.00 12.20 12.40
S AN Y N N . m/z 101.00 57.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37451: 1H-Pyrazole, 3,5-dimethyl-1-phenyl-
172
5000 130 N I AR AR RS
77 11.80 12.00 12.20 12.40
51 m/z 87.00 47 .00%
39 103 118 144 154
: }?, 2 e, HM. ,%? .:‘,.ég.h,‘:. Al l..“ﬂ, — ‘.,.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 172
" 11.80 12.00 12.20 12.40
5000 129 m/z 141.00 28.23%
55 157
29 71 83
98 115 143
mz-> 20 40 60 8 100 120 140 160 180
Abundance #37947: Benzaldehyde, 2,6-difluoro-3-methoxy- e Eama ,/.\. o Rammmn e
172 11.80 12.00 12.20 12.40
m/z 144.10 27 .71%
5000 101
157
129 143
51 63 75 11
...,....‘,12..”. il i‘??.“.‘l‘..l‘.,.l‘..,‘...a‘,.. ‘.,. e
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 2-Butenoic acid, 2-methyl-,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.31 ng 167735 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-methvl-. prop... 142 C8H1402 061692-83-9 50
2 Cvclopropane. 2-chloro-1.1.3-tri... 118 C6H11CI 098485-99-5 47
3 3-Hexen-2-one 98 C6H100 000763-93-9 47
4 Cvclopentane acetic acid hvdrazide 142 C7H14N20 020287-25-6 47
5 Cyclobutanecarboxylic acid, 3,5-... 212 C11H10F202 1000293-70-4 40
Abundance Scan 1184 (14.720 min): BFO78974.D (-1182) (-) m/z 83.10 100.00%
Fsie]
5000 AV\,\qaﬁpv/AJAAJV\~“«L,.J”V
102 189 e e
39 113 130 146 161 218 14. 40 14. 60 14. 80 15. oo
70 18 L 207 m/z 55.10  96.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19054: 2-Butenoic acid, 2-methyl-, propyl ester, (E)-
83
55
5000 U AR B SURELLE U
, 101 1440 14.60 14.80 15.00
! m/z 189.10 23.60%
39 127
15 69 ‘ 113 7 142
m/z--> 20 40 60 80 160 150 150 160 180 200 250
Abundance
55 83
41 14.40 14.60 14.80 15.00
5000 m/z 102.10 13.07%
67
27
103 g
m/z--> ﬁo 45 éo 85 160 150 1&0 160 180 260 zéo
Abundance #3097: 3-Hexen-2-one LA L L L B B IA|
83 14.40 14.60 14.80 15.00
" 5 m/z 53.00 8.62%
5000
29
98
m/z--> 200 40 60 80 100 120 140 160 180 200 220 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 Hexadecanoic acid, butyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.77 5.28 ng 267845 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 43
4 Cvclohexanamine 99 C6H13N 000108-91-8 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38

Abundance Scan 1188 (14.765 min): BF078974.D (-1187) (-) m/z 56.10 100.00%
56
5000
3 129
97 239257 14.40 14.60 14.80 15.00
3 171 213 . : :
S ! 1 193 2B m/z 57.10 56.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 U DA DU B B B
mmmmmmmm
29 129 23 257 m/z 43.10 39.82%
e e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
14.40 1460 14.80 15.00
5000 m/z 41.10 37.03%
29 73
129
9113 157 185 213 239257 591 315
R R R R s L LA A L LA LA AN LRSS LAY LA AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester e AL B
57 14.40 14.60 14.80 15.00
m/z 55.10 28.30%
- 4( i AA\.J\N\/\\/\/M
257
18 H JH i m\ 1 ﬁ ® 157 185 213 ‘ H 282 312
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 3(')0 ' 14'40 14. 60 14. 80 15. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 Octadecanoic acid, butyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.66 4.23 ng 214466 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 97
2 n-Butvl mvristate 284 C18H3602 000110-36-1 74
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 30
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 1266 (15.657 min): BF078974.D (-1263) (-) m/z 56.10 100.00%
56
5000 ~,~A_MA_~_-~AVVL*,_~_~_JA\
83 129 267285 R AR UL BN SO
101 185 241 15.40 15.60 15.80 16.00
3
N I| m.ﬂ-,l al, I deorey | 218 7y | l 20 wm/z 57.10 64.47%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 I ISR R BN B
29 73 15.40 15.60 15.80 16.00
‘ ‘ o 129 - 267285 m/z 43.10 41 .82%
— ‘.‘ I ‘.‘ \U .‘M‘. \hl\ Sl 157 —L |2|13| sz\u i ‘. .“. |3:.|'1. .3‘}0'
m/z--> 50 100 150 200 250 300
Abundance
56
' 15.40 15.60 15.80 16.00
5000 m/z 41.10 34.48%
229
73 211
129
185 284
39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester R EEERE B L
57 15.40 15.60 15.80 16.00
m/z 55.10 30.48%
5000
29 267285
83 129 |
— ‘. ‘.‘l“l‘ \m .‘“J.‘hl‘l“’.ﬁ.“. " }57.]:?? |2|13| Izjul .“. AL I3]'-O' .3‘:0' e e e
m/z--> 50 100 150 200 250 300 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 Trichloroacetic acid, hexad... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.11 7.80 ng 395453 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1306 (16.114 min): BFO78974.D (-1304) (-) m/z 57.10 100.00%

43 57 g3

97

5000

-

125 R
. 1 139153168 194 217 235 253 281 15.80 16.00 16.20 16.40
P

m/z 55.10 88.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57

83

3

15.I80 16.IOO 16.I20 16.I4O
m/z 43.10 87.26%

5000

125

139153167181196 224

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
69 g3 L e =
97 15.80 16.00 16.20 16.40
5000 m/z 83.10 83.24%
29 111
125
141 166180196 222 269
mmﬁvﬁmmﬁrﬁq‘wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R R maa
57 15.80 16.00 16.20 16.40
43 83 m/z 97.10 75.98%
5000
29 125
169 238
Lol 139154 196210 265 283
e R R E ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 15 Pentadecane, 8-heptyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.54 2.64 ng 134011 Chrysene-di12 16.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1343 (16.537 min): BFO78974.D (-1341) (-) m/z 57.10 100.00%

g7
5000 85

16.20 16.40 16.60 16.80
141 196 235 263
...|,.].--|“.‘1.1..-,.1‘?9..,.... | m/z 71.10 63.60%

m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 LA L L L LB B L |
16.20 16.40 16.60 16.80
29 m/z 43.10 63.09%
113 210
A ,‘\. bA I dee TV 230 266 309
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R REmay
16.20 16.40 16.60 16.80
5000 m/z 85.10 45_.81%
85
29
113 141 160 197 225 253 281 323 351_380
L e e s e B BN A o e e o o e ———
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane R R RS S
57 16.20 16.40 16.60 16.80
m/z 41.10 24 _97%
5000 85
29 113
| I L 1141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 16. 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 16 Heptadecane Concentration Rank 19

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

16.95 3.29 ng 166621 Chrysene-di12 16.25

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane 240 C17H36 000629-78-7 95

2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 90

3 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 76

4 Tetradecane 198 C14H30 000629-59-4 53

5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 1379 (16.948 min): BF078974.D (-1377) (-) m/z 57.10 100.00%

g7
5000

16.60 16.80 17.00 17.20
155 207
,..“1.*...,.2.5.2.3?:?...,....,....,.... | m/Z 43.10  70.74%

m/z--> 0 200 300 400 500 600 700 800
Abundance #82608: Heptadecane
57
5000 LA LI L L L L B LB B B
16.60 16.80 17.00 17.20
m/z 71.10 59.85%
15 || 1sm107240
r L e o o e e o e BN A e o
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
57
e R R AR
16.60 16.80 17.00 17.20
5000 m/z 55.10 50.95%

111

155197 253295337 415457499543586 670 755 835

m/z--> 0 100 200 300 400 500 600 700 800

Abundance
57

5000

hP5147 203245 302

#118727: Nonadecane, 1-chloro-

16.60 16.80 17.00 17.20

m/z 85.10 43.40%

m/z--> 0 100

200 300 400 500 600 700 800

16 60 16. 80 17. 00 17. 20

8270-BF043015.M
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 17 4,4"-Dihydroxydiphenylsulphone Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
17.23 3.56 ng 225451 Perylene-d12 18.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Dihvdroxvdiphenvlsulphone 250 C12H1004s 000080-09-1 97
2 2.47-Dihvdroxvdiphenvisulphone 250 C12H1004s 005397-34-2 15
3 Phenoxvacetonitrile 133 C8H7NO 003598-14-9 12
4 1-Acetvlcvclopentadiene 108 C7H80 060032-12-4 12
5 n-Decyl(phenyl)sulfide 250 C16H26S 013910-18-4 11

Abundance Scan 1404 (17.234 min): BF078974.D (-1402) (-) m/z 141.00 100.00%
110 141
250
65
5000 39
5 o1 186, g 1700 1720 1740 1760
m/z 110.00 97.13%
m/z--> 50 100 150 200 250 300 350
Abundance #88047: 4,4'-Dihydroxydiphenylsulphone
110 141 250
39
65
5000 LI I SR BN B
17.00 17.20 17.40 17.60
m/z 250.05 72.05%
5 186
1 Wi 0 RPN - -~ S AN
m/z--> 50 100 150 200 250 300 350
Abundance
250
94 700 17,20 1740 1760
5000 44 o5 157 m/z 65.00 58.28%
113 186
131
m/z--> " 50 100 150 200 250 300 350 ,Vwﬂnrvﬁﬁﬂ.vJA\nv-NM,,-m~“
Abundance #14220: Phenoxyacetonitrile AR e
66 g3 17.00 17.20 17.40 17.60
m/z 142.00 55.02%
||‘|“|‘|‘“|J‘||‘|‘|||‘| ———T ——— ——— T T
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 18 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.35 3.83 ng 242310 Perylene-di12 18.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 76
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 1414 (17.348 min): BF078974.D (-1411) (-) m/z 57.10 100.00%
57
& W
5000
141 164 186 209 235254 289 317 352 17.00 17.20 17.40 17.60
A " “ 164790 209 235007 2PN 323 tnjz 71.10  79.20%
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane
57
5000 85 L DA R U AR
ﬂ%ﬂ%ﬂ%ﬂm
m/z 43.10 67.24%
29 ‘ 113
\‘ i | “\ i H‘ u‘ J 14\.1 L 169 197 225 254
m/z--> §o 160 1éo 260 2%0 360 3%0
Abundance
57
17.00 17.20 17.40 17.60
5000 85 m/z 85.10 62.38%
29
13 141 159 210 39 266 309
m/z--> §o 160 1éo 260 250 360 3%0
Abundance #82608: Heptadecane e REREE
57 17.00 17.20 17.40 17.60
m/z 55.10 28.95%
85
5000
29
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3&1,0 17. oo 17. 20 17. 40 17|60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 19 Heptadecane, 9-octyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.74 3.45 ng 218344 Perylene-d12 18.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
2 Nonadecane 268 C19H40 000629-92-5 83
3 Heptacosane 380 C27H56 000593-49-7 80
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 72
Abundance Scan 1448 (17.737 min): BF078974.D (-1446) (-) m/z 57.10 100.00%
[ W
5000 85
113 17.40 17.60 17.80 18.00
210
! AL 16787 220 246 260 309 | 896376 402 | L7 71.10  64.32%

m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-

i

5000 85 LA L L L L B L |
17.40 17.60 17.80 18.00
m/z 43.10 57.61%
113
37| h i M 1,14 169 197 239 267 294 323 352
e e T e e L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
I
17.40 17.60 17.80 18.00
5000 85 m/z 85.10 46 .62%
29
113 141 169 197 225 268 Mfﬂ\\/vvfxxdj\,~\VﬁﬁAn\ﬂkﬂ
e e T R ERSR BRA
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane B
p T T T T T
57 17.40 17.60 17.80 18.00
m/z 55.10 20.19%
5000
85
29
Y| || 4118 141 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 400 17.40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050615\
Data File : BF078974.D

Aca On : 6 May 2015 21:47

Operator : TP/1Z

Sample : 62035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 20 _.gamma.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.17 4.79 ng 302688 Perylene-d12 18.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 86
2 5-Cholestene-3-ol. 24-methvl- 400 C28H480 1000214-17-4 83
3 .beta.-Sitosterol 414 C29H500 000083-46-5 64
4 Erqost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 38
5 Cholest-7-en-3-o0l, 4,4-dimethyl-_._._. 414 C29H500 006384-28-7 38
Abundance Scan 1661 (20.172 min): BF078974.D (-1658) (-) m/z 43.10 100.00%
43
95
145
5000 213

119

19.80 20.00 20.20 20.40
—— il m/z 95.10 69.63%

m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol
43
5000 81107 LA L L L L L LB L L B
145 013 303 414 19.80 20.00 20.20 20.40
1
‘ s 255 329 ag1 m/z 55.10 57.70%
7
: \‘I ‘:‘lhu"i M\HI ‘3"“|L' IKI —l 354 M
m/z--> 50 100 150 200 250 300 350 4 O
Abundance
43
R A e e e o e
19.80 20.00 20.20 20.40
5000 m/z 145.10 53.05%
81 107 e 400
213 289 315
173193 233255 340 367
L A B e o e e o e L A e e e o e B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol R R RS
43 19.80 20.00 20.20 20.40
m/z 81.10 48.98%
5000
g1 107 414
255 303 329 381 ‘
—— ‘ m HH H“\ H \“Wm ‘\H i Mu \ ‘ 233 2?5 l 354 w . R LR R o
m/z--> 50 100 150 200 250 300 350 400 19. 80 20 00 20 20 20. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050615\
Data File : BF078974.D

Acq On > 6 May 2015 21:47

Operator : TP/1Z

Sample : G2035-17

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
Quant Title : 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]
Propane, 2,2-dime... 1.50 334.3 ng 6937930 1 7.35 415138 20.0
Butane, 2-methoxy... 1.82 12.0 ng 248582 1 7.35 415138 20.0
2-Pentanone, 4-hy... 5.15 19.1 ng 396305 1 7.35 415138 20.0
unknown7 .06 7.06 105.1 ng 2181750 1 7.35 415138 20.0
unknown12.03 12.03 5.2 ng 195740 4 12.95 758367 20.0
2-Butenoic acid, ... 14.72 3.3 ng 167735 5 16.25 1013930 20.0
Hexadecanoic acid... 14.77 5.3 ng 267845 5 16.25 1013930 20.0
Octadecanoic acid... 15.66 4.2 ng 214466 5 16.25 1013930 20.0
Trichloroacetic a... 16.11 7.8 ng 395453 5 16.25 1013930 20.0
Pentadecane, 8-he... 16.54 2.6 ng 134011 5 16.25 1013930 20.0
Heptadecane 16.95 3.3 ng 166621 5 16.25 1013930 20.0
4,4°-Dihydroxydip... 17.23 3.6 ng 225451 6 18.02 1265000 20.0
Octadecane 17.35 3.8 ng 242310 6 18.02 1265000 20.0
Heptadecane, 9-oc... 17.74 3.5 ng 218344 6 18.02 1265000 20.0
-.gamma.-Sitosterol 20.17 4.8 ng 302688 6 18.02 1265000 20.0
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