LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 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-BF041717 .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 3.366 240 243 258 rVB 481713 523876 5.50% 1.268%
2 3.919 331 337 341 rBVY 1339903 1731053 18.17% 4.191%
3 4.319 402 405 419 rBV 897768 946043 9.93% 2.291%
4 4.696 465 469 474 rBV 318834 296411 3.11% 0.718%
5 5.390 583 587 602 rBV 541095 669024 7.02% 1.620%
6 5.513 605 608 613 rBY 1737292 1676919 17.61% 4 _.060%
7 5.760 647 650 655 rBV 710741 655044 6.88% 1.586%
8 5.943 676 681 687 rBY 2343898 2269038 23.82% 5.494%
9 6.419 756 762 765 rBVY 1777800 1923581 20.20% 4_.657%
10 6.866 828 838 845 rBV3 79928 136708 1.44% 0.331%

11 6.960 845 854 856 rBV6 91704 172052 1.81% 0.417%
12 7.001 857 861 865 rvv4 80504 163652 1.72% 0.396%
13 7.066 866 872 879 rvve 85208 208870 2.19% 0.506%
14 7.148 879 886 891 rvvs 98446 249257 2.62% 0.604%
15 7.254 895 904 910 rvV 1051155 1153736 12.11% 2.793%

16 7.313 910 914 917 rVvv3 88357 149983 1.57% 0.363%
17 7.372 917 924 926 rVvv4 158498 333027 3.50% 0.806%
18 7.401 926 929 933 rvv 139045 182765 1.92% 0.443%
19 7.466 934 940 944 rVB3 147094 202890 2.13% 0.491%
20 7.607 959 964 966 rvB3 123337 171145 1.80% 0.414%

21 7.760 984 990 996 rBV3 284470 579999 6.09% 1.404%
22 7.825 996 1001 1008 rVvB7 107346 256321 2.69% 0.621%
23 7.889 1008 1012 1015 rBV3 103805 146436 1.54% 0.355%
24 7.937 1015 1020 1025 rVB7 145366 263260 2.76% 0.637%
25 8.001 1025 1031 1034 rBV2 160743 241738 2.54% 0.585%

26 8.195 1056 1064 1066 rBVv3 131112 235393 2.47% 0.570%
27 8.225 1066 1069 1072 rVvv2 118739 158022 1.66% 0.383%
28 8.313 1081 1084 1087 rBV3 73428 99655 1.05% 0.241%
29 8.401 1090 1099 1102 rBV 446297 1090925 11.45% 2.641%
30 8.472 1109 1111 1116 rVB3 141109 166322 1.75% 0.403%

31 8.519 1116 1119 1124 rVB3 205932 247499 2.60% 0.599%
32 8.584 1125 1130 1133 rBV 3417624 3630344 38.12% 8.790%
33 9.084 1213 1215 1220 rVB2 221203 229540 2.41% 0.556%
34 9.389 1264 1267 1271 rBV2 942244 982332 10.31% 2.378%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 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-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.513 1283 1288 1295 rVB6 301069 599515 6.29% 1.452%

36 9.878 1331 1350 1352 rBV 2720781 9524544 100.00% 23.061%
37 9.919 1355 1357 1359 rBvV 197852 149647 1.57% 0.362%
38 10.054 1377 1380 1384 rBV2 162518 165855 1.74% 0.402%
39 10.195 1399 1404 1407 rBV 385777 509087 5.35% 1.233%
40 10.236 1408 1411 1414 rBV4 150996 198698 2.09% 0.481%

41 10.378 1431 1435 1438 rVB 1065930 1173653 12.32% 2.842%
42 11.142 1562 1565 1569 rVB 513637 607130 6.37% 1.470%
43 11.219 1574 1578 1582 rBV 1092873 1127128 11.83% 2.729%
44 11.977 1704 1707 1713 rVB2 335951 396013 4.16% 0.959%
45 12.936 1867 1870 1876 rVB 332478 386986 4._.06% 0.937%

46 13.201 1909 1915 1918 rBV 2171322 2537765 26.64% 6.145%
47 14.471 2127 2131 2138 rVB 607240 636769 6.69% 1.542%
48 14.624 2154 2157 2164 rVB 151560 160635 1.69% 0.389%
49 16.095 2403 2407 2413 rBVY 489514 592909 6.23% 1.436%
50 16.318 2441 2445 2453 rVB 185220 228004 2.39% 0.552%

51 18.636 2833 2839 2846 rVB3 65840 163829 1.72% 0.397%

Sum of corrected areas: 41301027
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF043017\

BF094728.D

30 Apr 2017 21:25

SJ/MA

12860-04

23 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094728.D

5.51

3.92

4.32
5.76

3.37 5.39

|

4.70

5.94

6.42

7.25

05
Time--> 2.00

T
2.50

3.00

3.50

4.00

4.50 5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

5D
500000 w&iﬁ%

TIC: BF094728.D
8|58
9.88

8.40

Or——
Time-->

8.00

9.50

10.00 10.50 11.00 11.50

8.50

9.00

12.00

12.50

13.00

13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

ol

TIC: BF094728.D

14.47
16.09

14.62 16.32

18.64

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\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 1 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.37 16.00 ng 523876 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 244 (3.372 min): BF094728.D (-240) (-) m/z 83.00 100.00%
55 83
5000 43 98
3.00 3.20 3.40 3.60 3.80
0 ...,....,....,..?7.|,':..‘.‘?'.|.:.??.‘??,...77.,.!..,....,.... m/z 55.10 83.41%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRRI AR SRR
29 98 3.00 3.20 3.40 3.60 3.80
m/z 98.10 35.56%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55 83
a1 300 320 340 3.60 3.80
5000 m/z 43.00 35.15%
27 98
15 69
o 34 49 63 77 91
LI FUELEL SN FULELEL UL SR SURELE UL SURLLI IURLE B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3169: 3-Hexen-2-one T TR
83 3.00 3.20 3.40 3.60 3.80
55 m/z 39.00 24 _30%
5000 43
98
29
. 23 ] a7l|| 49| 638 77 | o |
m/z--> 10 20 30 40 50 60 70 8 90 100 300 3.0 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.92 52.85 ng 1731050 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 337 (3.919 min): BF094728.D (-331) (-) m/z 43.00 100.00%
a3
59
5000
T T T
83 : : : :
o...,....,....,....','::..?.1.:],...‘??....,.~...,....-,|....,....,....,....,...., m/z 59.10 59.79%
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 L L LI I
59 360 3.80 4.00 420
m/z 101.10 21.60%
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
43
- 360 3.80 4.00 420
5000 m/z 58.10 15.14%
29 101
o 15 73 83
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
59 3.60 3.80 4.00 4.20
m/z 41.05 8.94%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY S SARRE SRR R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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-Pentanone, 4-methoxy-4-me... Concentration Rank 12

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

4.70 9.05 ng 296411 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 32
3 Acetic acid. hex-3-vl ester 144 C8H1602 1000367-94-5 17
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10

Abundance Scan 470 (4.701 min): BF094728.D (-465) (-) m/z 73.10 100.00%
43 3
5000
% g7 85 100 11|5 440 460 480 500
o SSURENESENEEBESESEMINOY A ¥R YFSMREULS /W SRR MBS SRS H m/z 43.00 90.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13501: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 IADARRARESURRERURRE AN
440 4.60 4.80 5.00
115 m/z 115.10 13.41%
29 55 g5 0
O T T R T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
440 4.60 480 500
5000 m/z 41.05 9.46%
43
0 27 56 86 101 115
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #20903: Acetic acid, hex-3-yl ester
43 440 4.60 4.80 5.00
m/z 100.10 6.93%
5000
84 101 115
5 27 | e 8 7 ]
e s A A UL LA RS RS LA LR SRR SRR p RS A SRR RN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.51 Concentration Rank 4

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

5.51 51.20 ng 1676920 1,4-Dichlorobenzene-d4 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 607 (5.507 min): BF094728.D (-605) (-) m/z 131.95 100.00%
5000 68
0 s || g %o o3 ok sk 5ho
Obrrprrrr e e b e et bt e e e e m/z 68.05 40.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 U S I I U
a1 o7 5.20 5.40 5.60 5.80
53 117 m/z 134.00 31.67%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
89 o 520 540 560 580
5000 m/z 66.10 25 .50%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132 5.20 5.40 5.60 5.80

m/z 69.05 16.06%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Cyclohexaneacetic acid Concentration Rank 15

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

7.37 5.77 ng 333027 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexaneacetic acid 142 C8H1402 005292-21-7 94
2 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 35
3 1H-Pvrrole. 2.3-dihvdro-1-methvl- 83 C5HON 033838-11-8 35
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 25
5 Tricyclo[4.2.1.0(3,7)]nonane-3,8... 154 C9H1402 106435-09-0 22

Abundance Scan 924 (7.372 min): BF094728.D (-917) (-) m/z 60.00 100.00%
ep
83
5000 a1
5 7.00 7.20 7.40 7.60 7.80
of m/z 83.10 74.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19653: Cyclohexaneacetic acid
60
83
5000 U L IR L
41 7.00 7.20 7.40 7.60 7.80
- m/z 82.05 70.86%
oL 18 1 || 51 | 88 | 019 143 14 142
m/z--> 10 20 30 40 50 60 70 85 90 160 110 120 130 150 '
Abundance
83
> I L IR R
7.00 7.20 7.40 7.60 7.80
5000 a1 m/z 55.00 70.70%
67
27 126
o 75 | 9198 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1315: 1H-Pyrrole, 2,3-dihydro-1-methyl- T T T T
42 82 7.00 7.20 7.40 7.60 7.80
m/z 61.00 53.53%
5000 67
55
28
O'W”'W””I””u'”PJAP”'P”'Ih"”ﬂ'”ﬂ”'ﬂ”“l””v'“v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 7 unknown7.76 Concentration Rank 11

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

7.76 10.05 ng 579999 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 35
2 2-1sopropvlimidazole 110 C6H10N2 036947-68-9 25
3 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 25
4 5.6-Dibromo-5-methvl-hex-1-ene 254 C7H12Br2 1000192-24-6 12
5 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 11

Abundance Scan 990 (7.760 min): BF094728.D (-984) (-) m/z 95.10 100.00%
95
5000 >
41 69 a1 11
a8 7.40 7.60 7.80 8.00
0 ..,....,....,....|i!|.'..,.'!!-.!|..~.'.'!'.'. ',| o .I:',...:,....1,2~.1...,.1.?‘?,.... m/z 97.10 67.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95
5000 UL L IR R
67 7.40 7.60 7.80 8.00
4 55 82 110 m/z 55.05 53.61%
27 ‘ ‘
0'W'”W”Jﬁ”'M““f““l”w\Z?w”“ﬂhtl”“T””l”“P'”P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95
740 7.60 7.80 8.00
5000 m/z 69.10 36.25%
4 110
15 27 54 69 82
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5993: 1,4-Hexadiene, 2,3—dimethy|— L LI L L N BN B
95 7.40 7.60 7.80 8.00
a1 m/z 41.10 35.94Y%
67
5000
27 55 110
T
0"w'“|“'M'“*LW“N”*|"m'“Uﬂ“'ﬁhtl““l“'w'“w'“'w'“ UL L IR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown7.82 Concentration Rank 20

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

7.82 4_.44 ng 256321 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Citral 152 C10H160 005392-40-5 27
2 2-Cvclohexen-1-ol. 2-methvl-5-(1... 152 C10H160 001197-06-4 25
3 Piperidine. 1.1"-dithiobis- 232 C10H20N2S2 010220-20-9 22
4 2-Butenal. 3-methvl- 84 C5H80 000107-86-8 22
5 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 18

Abundance Scan 1000 (7.819 min): BF094728.D (-996) (-) m/z 84.10 100.00%
109
41
5000 55
740 7.60 7.80 8.00 8.20
ok m/z 109.10 97 .79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25049: Citral
41 69
5000 A S R LR
7.40 7.60 7.80 8.00 8.20
27 53 % 100 m/z 83.05 72 .26%
Ot |1|5| N ‘i\\l |‘|“H ‘l " ‘i‘: " \iml : ‘:“i r I‘I |‘::-%|3| |:!-|3‘7| : Il?zl |||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
109
o 740 7.60 7.80 8.00 8.20
5000 m/z 41.10 70.97%
41
69
95 119 137
Y 1 O O s
m/z--> 20 40 60 80 100 120 140 160
Abundance #87064: Piperidine, 1,1'-dithiobis- I EREREE T
84 7.40 7.60 7.80 8.00 8.20
m/z 69.10 68.46%
55
5000
70
0||||||||‘i‘M|“MM|2‘M‘::HH‘||||||||||||||||||||||| R EARE mEEE S R
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20

8270-BF041717.M Mon May 01 17:59:45 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown7.94 Concentration Rank 19

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

7.94 4.56 ng 263260 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 35
2 Cvclopentanepropanoic acid. 2-me... 184 C10H1603 092486-10-7 27
3 3-(But-3-envl)-cvclohexanone 152 C10H160 003636-03-1 25
4 2-Propen-1-one. 1-cvclopropvl- 96 C6H80 059819-62-4 25
5 (6-Ethylcyclopent-1-enyl)methanol 126 C8H140 036431-59-1 22

Abundance Scan 1021 (7.942 min): BF094728.D (-1015) (-) m/z 95.10 100.00%
41 55 »
69

5000

7.60 7.80 8.00 8.20

0 m/z 97.05 86.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecy! ester
o7
69
5000 LA L L L IO L L L L I
a 7.60 7.80 8.00 8.20
m/z 55.05 84 _.89%
29 83 115
R R B R e e L AR E S s S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97
R R RE R
7.60 7.80 8.00 8.20
5000 m/z 41.05  77.05%
41 % 74 110
28 153
0 85 124135 166 184
L B L o L e A IR i o B o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25157: 3-(But-3-enyl)-cyclohexanone B B R
o 7.60 7.80 8.00 8.20
m/z 96.05 75.51%
67
5000 a1 110
L e
Ol e e A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20

8270-BF041717.M Mon May 01 17:59:46 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 m-Tolylacetic acid Concentration Rank 5

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

8.40 22.21 ng 1090930 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Tolvlacetic acid 150 C9H1002 000621-36-3 94
2 p-Tolvlacetic acid 150 C9H1002 000622-47-9 90
3 Benzeneacetic acid. .alpha.-methvl- 150 C9H1002 000492-37-5 90
4 o-Tolvlacetic acid 150 C9H1002 000644-36-0 87
5 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 74

Abundance Scan 1099 (8.401 min): BF094728.D (-1090) (-) m/z 105.10 100.00%
105 [
5000 150
77 91
39 51 63 8.00 8.20 8.40 8.60 8.80
0 S RN PO .|'|, L Al a1a124 137 | 160169 m/z 150.10  38.18%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24407: m-Tolylacetic acid
105
5000 RS RS AR SRR
150 8.00 820 840 8.60 8.80
- m/z 91.05 19.20%
miz--> B w e % i o i e
Abundance
105
8.00 820 840 8.60 8.80
5000 m/z 77.05 17 .44%
150
77
oL 1827 39 Sl 63 o 119 132
mz> 20 40 60 8 100 120 140 160
Abundance #24508: Benzeneacetic acid, .alpha.-methyl- N EEEEa TS L
105 8.00 8.20 8.40 8.60 8.80
m/z 106.05 13.31%
5000
150
oL 1827 39 5 63 H o s 13
m/z--> 20 4'0 6|O 80 100 120 140 160 800 8.0 840 8.60 8.80

8270-BF041717.M Mon May 01 17:59:47 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown8.52 Concentration Rank 18

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

8.52 5.04 ng 247499 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 49
2 Nonanoic acid 158 C9H1802 000112-05-0 32
3 Octanoic acid 144 C8H1602 000124-07-2 22
4 2.4-Undecadienal. (E.BE)- 166 C11H180 030361-29-6 14
5 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 14

Abundance Scan 1119 (8.519 min): BF094728.D (-1116) (-) m/z 73.00 100.00%
60 7B
41
5000
'820 840 8.60 8.80
ol 2 m/z 60.00 98.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39470: n-Decanoic acid
60 73
41
5000 SRR SRS SRS R
29 129 820 840 8.60 8.80
s 172 m/z 81.10 82.39%
o’ ,‘1 sl il A L s T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
& AR RS RN S
8.20 8.40 8.60 8.80
5000 m/z 41.00 59.76%
41
29 g7 98 115 129
0 18 51 141 158
m/z--> 25 45 65 85 160 150 150 1éo 180
Abundance #20840: Octanoic acid R AEmEEEE L
60 8.20 8.40 8.60 8.80
73 m/z 57.00 46 .92%
5000 43
85 101
R O PP
m/z--> 2'0 40 6 ' 1(')0 12'0 14'10 1('30 180 8.|20 8.110 8.|60 8.|80 '

8270-BF041717.M Mon May 01 17:59:48 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown9.51 Concentration Rank 7

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

9.51 12.21 ng 599515 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-(1-methvlethvl)- 164 C10H1202 000536-66-3 35
2 1.4-Benzenediamine. N.N"-diethvl- 164 C10H16N2 003010-30-8 35
3 Cvclohexene.l-hexvl- 166 C12H22 003964-66-7 25
4 tert-Butvl-p-benzoauinone 164 C10H1202 003602-55-9 22
5 o-Isopropylphenetole 164 C11H160 056631-59-5 20

Abundance Scan 1288 (9.513 min): BF094728.D (-1283) (-) m/z 149.10 100.00%
31 149

5000

9.20 9.40 9.60 9.80

o m/z 81.10 83.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33386: Benzoic acid, 4-(1-methylethyl)-
149
5000 164 R e o R mEma
105 119 9.20 9.40 9.60 9.80
0
51 7 g 131 m/z 95.10 63.89%
17 27 39 65 “ | | |
0...,H”.T.Nh.ph..q...w:u..i.”h,....wh..,..”,..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149
164 e o
135 9.20 9.40 9.60 9.80
5000 67 m/z 164.10 60.68%
52 80 107 199
92
(O 6 6 A (0 6B 6 N6 I I L0 LA B i o i o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35169: Cyclohexene,1-hexyl-
81 9.20 9.40 9.60 9.80
m/z 41.10 55.52%
67 96
5000 a1
55
29 ‘ ‘ 109 166
T O < B N N i o e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF041717.M Mon May 01 17:59:49 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Dodecanoic acid Concentration Rank 1

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

9.88 193.92 ng 9524540 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Nonanoic acid 158 C9H1802 000112-05-0 60
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 46

Abundance Scan 1350 (9.878 min): BF094728.D (-1331) (-) m/z 73.00 100.00%
60 73
43
5000
85 115 129 157 VMM S SRS
|| 97 143 171 200 9.60 9.80 10.00 10.20
0 1Y 1 | 183 m/z 60.00 88.40%
S UL I I - - ¢
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60 73
43
5000 UL UL LN SN UL
a5 129 157 9.60 9.80 10.00 10.20
29 101 115 m/z 43.05 61.20%
A e g
0 ..]'.Sl.‘...‘i‘k‘..“l“‘.‘l‘.‘.ﬂh“ i ‘H A ..‘i‘....‘l..‘..][8.3...l...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
'9.60 9.80 10.00 10.20
5000 43 m/z 41.10 58.57%
29 85 129 143
115 186
ol 18 o1 157 169
L UL FUL LS S LU UL DU UL B WAL WAL B
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #30178: Nonanoic acid B R B N B e S
60 9.60 9.80 10.00 10.20
73 m/z 55.05 51.62%
5000
41
29 ‘ ‘ g7 98 115 129
LM\._/\.,H.,
ol 28 1L b b | sen 198
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20

8270-BF041717.M Mon May 01 17:59:50 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 1.alpha., 4a.beta., 8a.alph... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.20 10.36 ng 509087 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.alpha.. 4a.beta.. 8a.alpha.-De... 154 C10H180 036159-47-4 58
2 Pvrrolidine. 1-(l-cvclopenten-1-_.. 137 C9H15N 007148-07-4 47
3 2.alpha.. 4a.beta.. 8a.alpha.-De... 154 C10H180 005779-35-1 46
4 3.5.7-Trimethvl-1.2(4H)-diazepine 136 C8H12N2 088829-73-6 43
5 2,5-Methano-1H-indene, octahydro- 136 C10H16 019026-94-9 43

Abundance Scan 1405 (10.201 min): BF094728.D (-1399) (-) m/z 136.10 100.00%

6

5000

L

160 173 192 206 9.80 10.00 10.20 10.40 10.60
(o} m/z 137.10 56.72%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26935: 1.alpha., 4a.beta., 8a.alpha.-Decahydro-1-naphthaleno

5000

9.80 10.00 10.20 10.40 10.60
m/z 81.10 47.70%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

136
R o EEE RS R
9.80 10.00 10.20 10.40 10.60
5000 m/z 95.10 39.45%
41
27 54 67 80 94 108 122
O L o o o o I LA e o o o o e e

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26936: 2.alpha., 4a.beta., 8a.alpha.-Decahydro-2-naphthaleno A B o
136 9.80 10.00 10.20 10.40 10.60

m/z 67.10 33.09%

&7 79 95

41 107 121
)

55
4l S I
m/z--> 20 40 60 80 100 120 140 160 180 200 980 10. OO 10 20 10. 40 10 60

5000

o

8270-BF041717.M Mon May 01 17:59:51 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 2-Propanol, 1-chloro-, phos... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.14 10.77 ng 607130 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 91
2 Bis(3-chloro-1-propv)(1l-chloro-... 326 C9H18CI1304P 137888-35-8 16
3 6.7-Dihvdro-5H-benzoll.2.5loxadi... 277 C13H12CIN302 1000301-42-2 10
4 4-Chloro-2-nitrobenzoic acid 201 C7HA4CINO4 006280-88-2 10
5 Benzoic acid, 4-[[2-(1-piperazin... 277 C14H19N303 1000350-32-6 9
Abundance Scan 1565 (11.142 min): BF094728.D (-1562) (-) m/z 125.00 100.00%
41 9 125
5000 157 201 \ 1
! 17 217 10.80 11.00 11.20 11.40
233 : - - -
o % L 21 2 m/z 99.00 97.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
99 125
41
5000 157 AL AR AR
201 277 10.80 11.00 11.20 11.40
77 175 m/z 41.10 85.47%
0 W57 L _ 238251 M 293311327
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99
157 10.80 11.00 11.20 11.40
5000 175 m/z 201.00 37 .43%
117
139
77 201 277
. 57 233251 293 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124823: 6,7-Dihydro-5H-benzo[1,2,5]oxadiazol-4-one o-(4-c...
125 10.80 11.00 11.20 11.40
m/z 157.00 36.99%
5000
89 277
0 355168, | 105 | 141 179 260
m/z--> i4b&8hmnmmmmmmmmmmmmmmﬁo 10,80 11.00 11.20 11.40

8270-BF041717.M Mon May 01 17:59:52 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 16 Pentadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.98 7.03 ng 396013 Phenanthrene-d10 11.22
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1707 (11.977 min): BF094728.D (-1704) (-) m/z 73.00 100.00%
5000 129
87 157 213 [ [
01115 | 143 | 171 189 227 244256 11,60 11.80 12,00 12.20
0! m/z 43.10 85.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
5000 129 L BRI U UG SRR B
29 242 umnmnmnm
115 3 157 185 199 m/z 60.00 81.04%
\‘ IR ‘H H 1 N T s ‘
OI ..lk‘..”.”luh H ‘\ \H dull |""""' . A RmEamEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11feo 11!80 12)00 12)20 '
5000 129 m/z 41.10 64 .25%
97 115 157171195 213 256
o 143 199 | 227949
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R ma RS
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 63.45%
5000 129
29 ; 185 228
9 115 | 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20

8270-BF041717.M Mon May 01 17:59:53 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.94 12.15 ng 386986 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 1871 (12.942 min): BF094728.D (-1867) (-) m/z 73.00 100.00%

43 73

5000

:

12.60 12.80 13.00 13.20
m/z 43.10 85.90%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284 T[T I T[T rr[rrrrrrror
12.60 12.80 13.00 13.20
m/z 57.10 78.78%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 B e e N R
57 12.60 12.80 13.00 13.20
5000 12 m/z 60.00 73.22%
87 185 228
27 115 14357171 | 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid o o e o
73 12.60 12.80 13.00 13.20
m/z 55.10 64 .28%

:

5000

1
157171185

f

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 1-Penten-3-ol, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.62 5.05 ng 160635 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-o0l. 2-methvl- 100 C6H120 002088-07-5 64
2 Butvric acid. 3-tridecvl ester 270 C17H3402 1000280-56-8 53
3 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 50
4 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 50
5 1-Methylcycloheptanol 128 C8H160 003761-94-2 45
Abundance Scan 2156 (14.618 min): BF094728.D (-2154) (-) m/z 71.10 100.00%

7
5000 55

41 85 100 L e I

120143150172 199 218 246261 14.40 14.60 14.80 15.00
o Es 128 284 | "n/z 73.05  45.44%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3899: 1-Penten-3-ol, 2-methyl-
71

5000 e B e e
14.40 14.60 14.80 15.00

m/z 55.05 39.02%
H\m

85
‘ 100
,,M,H,l,, S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

0
71
A R
43 14.40 14.60 14.80 15.00
5000 m/z 43.10 16.74%
29 57
o 89 111 129 154469182 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4123: 2-Furanmethanamine, tetrahydro- R B A ma
71 14.40 14.60 14.80 15.00

m/z 85.10 16.67%

30
- WM\A”\J\J\N\‘
ﬁ

I §5 101

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. OO

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 1-Methylcycloheptanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.32 7.69 ng 228004 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlcvcloheptanol 128 C8H160 003761-94-2 53
2 2-Furanmethanamine. tetrahvdro- 101 C5H11NO 004795-29-3 52
3 Furan. 2-butvltetrahvdro- 128 C8H160 001004-29-1 47
4 DiethvImalonic acid. monochlorid... 262 C12H19Cl104 1000370-65-0 42
5 Butanoic acid, 2-butoxy-1-methyl... 216 C11H2004 007492-70-8 40
Abundance Scan 2445 (16.318 min): BF094728.D (-2441) (-) m/z 71.10 100.00%
7
5000 l
55
i 8f]?0115129143 170186200216 _ 243 262 282 16,00 16.20 16.40 1660 _
Obrrrprrrr el e BTN 170186200216 243 262 282 | ns7 0 73.05  38.47Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12497: 1-Methylcycloheptanol
71
5000 43 UL BARER IR
16.00 16.20 16.40 16.60
95 113 m/z 55.00 36.17%
ol \u \\M b % TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
30 16.00 16.20 16.40 16.60
5000 m/z 43.10 17.17%
0 ® s MMAMN%NNW$%WJ\$A¢VM”W@vaM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12599: Furan, 2-butyltetrahydro- B R o
7 16.00 16.20 16.40 16.60
m/z 100.05 16.77%
5000
43
0 I J 57 | 85 128
m/z--> 25 40 eb 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094728.D

Aca On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknownl8.64 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.64 5.53 ng 163829 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Succinic acid. heptvl tetrahvdro... 300 C16H2805

1000329-86-5 37

2 Butane. 2-iodo-3-methvl- 198 C5H11l1 018295-27-7 37
3 Acetamide. N-tetrahvdrofurfurvl-._.. 197 C7H10F3NO2 1000307-30-7 37
4 l1sobutvramide. N-methallvl- 141 C8H15NO 1000339-96-0 37
5 2,2-Dimethylperhydro-1,3-oxazine 115 C6H13NO 073155-29-0 36
Abundance Scan 2840 (18.642 min): BF094728.D (-2833) (-) m/z 71.00 100.00%
!
5000 J/\k,_
55
4 ‘ g5 100 " 18.40 18,60 18.80 19.00
12914 - - - -
0 ,....,"].[-. N .'~!'. Ch ,'.'. o106 185 209223 209205283 | mjz 73.10  35.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #144460: Succinic acid, heptyl tetrahydrofurfury! ester
7
5000 LA I L L L L L LB
85 18.40 18.60 18.80 19.00
43 101 m/z 55.10 32.96%
57
ol 22 J L | 115 143158 185 203217231
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
43 MMM
18.40 18.60 18.80 19.00
5000 m/z 100.05 18.55%
29
ol 57 95 111127141155 183198
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58950: Acetamide, N-tetrahydrofurfuryl-2,2,2-trifluoro- i B e
7 18.40 18.60 18.80 19.00
m/z 43.10 14 .44%
=T W‘WWWW
27 126
0 Il \‘M | 1 97 ‘\ 152

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 40 18 60 18. 80 19. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043017\
Data File : BF094728.D

Acq On : 30 Apr 2017 21:25

Operator : SJ/MA

Sample : 12860-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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]
3-Penten-2-one, 4... 3.37 16.0 ng 523876 1 5.76 655044 20.0
2-Pentanone, 4-hy... 3.92 52.9 ng 1731050 1 5.76 655044 20.0
2-Pentanone, 4-me... 4.70 9.1 ng 296411 1 5.76 655044 20.0
unknown5 .51 5.51 51.2 ng 1676920 1 5.76 655044 20.0
Cyclohexaneacetic. .. 7.37 5.8 ng 333027 2 7.25 1153740 20.0
unknown7 .76 7.76 10.1 ng 579999 2 7.25 1153740 20.0
unknown? .82 7.82 4.4 ng 256321 2 7.25 1153740 20.0
unknown? .94 7.94 4.6 ng 263260 2 7.25 1153740 20.0
m-Tolylacetic acid 8.40 22.2 ng 1090930 3 9.39 982332 20.0
unknown8 .52 8.52 5.0 ng 247499 3 9.39 982332 20.0
unknown9 .51 9.51 12.2 ng 599515 3 9.39 982332 20.0
Dodecanoic acid 9.88 193.9 ng 9524540 3 9.39 982332 20.0
1.alpha., 4a.beta... 10.20 10.4 ng 509087 3 9.39 982332 20.0
2-Propanol, 1-chl... 11.14 10.8 ng 607130 4 11.22 1127130 20.0
Pentadecanoic acid 11.98 7.0 ng 396013 4 11.22 1127130 20.0
Octadecanoic acid 12.94 12.2 ng 386986 5 14.47 636769 20.0
1-Penten-3-ol, 2-_... 14.62 5.0 ng 160635 5 14.47 636769 20.0
1-Methylcyclohept... 16.32 7.7 ng 228004 6 16.10 592909 20.0
unknownl18.64 18.64 5.5 ng 163829 6 16.10 592909 20.0
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