LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\
Data File : BF099769.D
Aca On : 23 Oct 2017 19:58 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 15950-11 20170724-C-A-COMP3
ALS Vial : 10 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-BF102317.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 2.387 47 51 68 rvB 52172 87777 2.64% 0.307%
2 3.887 303 306 322 rBV 137079 225685 6.79% 0.788%
3 4.445 397 401 410 rBV 331357 398283 11.99% 1.391%
4 5.016 495 498 510 rBV 139241 190060 5.72% 0.664%
5 5.428 565 568 583 rVB 1153821 1241968 37.38% 4.338%
6 5.598 592 597 601 rBV 68980 112054 3.37% 0.391%
7 6.222 699 703 709 rBV 31266 43279 1.30% 0.151%
8 6.445 737 741 746 rBV 778273 852368 25.65% 2.977%
9 6.575 751 763 767 rBVY 2286843 2638479 79.40% 9.216%
10 6.645 773 775 777 rVB 375976 266233 8.01% 0.930%

11 6.804 798 802 809 rBvV 659311 584296 17.58% 2.041%
12 6.863 809 812 818 rBV 214451 179318 5.40% 0.626%
13 6.957 824 828 839 rvB 2150430 2236342 67.30% 7.812%
14 7.128 854 857 864 rBV3 39369 56838 1.71% 0.199%
15 7.222 864 873 877 rBv2 159037 293542 8.83% 1.025%

16 7.281 881 883 887 rvB2 30121 40215 1.21% 0.140%
17 7.322 887 890 892 rBvV 37990 33709 1.01% 0.118%
18 7.375 894 899 902 rVV 1621358 1674503 50.39% 5.849%
19 7.422 904 907 910 rBV 47971 42142 1.27% 0.147%
20 7.451 910 912 916 rBV 42376 41870 1.26% 0.146%
21 7.628 934 942 948 rBV5 25824 49954 1.50% 0.174%
22 7.880 973 985 990 rvv2 289719 721570 21.72% 2.521%
23 7.933 991 994 998 rVvB2 30762 38713 1.17% 0.135%

24 8.086 1016 1020 1021 rVvVv 960916 843214 25.38% 2.945%
25 8.110 1021 1024 1027 rVV 2446217 2227857 67.05% 7.782%

26 8.157 1027 1032 1036 rVB 210031 189462 5.70% 0.662%

27 8.210 1038 1041 1044 rBvV2 36042 36794 1.11% 0.129%
28 8.280 1051 1053 1059 rVvB3 30499 35098 1.06% 0.123%
29 8.369 1063 1068 1073 rBvV 30400 42639 1.28% 0.149%

30 8.451 1078 1082 1089 rVvB2 97543 108929 3.28% 0.381%

31 8.798 1137 1141 1148 rBV 551118 482409 14.52% 1.685%
32 8.898 1154 1158 1162 rBV 288113 249272 7.50% 0.871%
33 8.969 1165 1170 1173 rBV4 30915 43036 1.30% 0.150%
34 9.016 1173 1178 1182 rVV 200838 246337 7.41% 0.860%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\
Data File : BF099769.D
Aca On : 23 Oct 2017 19:58 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 15950-11 20170724-C-A-COMP3
ALS Vial : 10 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-BF102317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.086 1185 1190 1197 rBV6 26865 60869 1.83% 0.213%

36 9.163 1197 1203 1206 rBV 3159549 3322831 100.00% 11.607%
37 9.233 1211 1215 1218 rBV2 97171 127910 3.85% 0.447%
38 9.263 1218 1220 1223 rBV 104034 77611 2.34% 0.271%
39 9.316 1226 1229 1232 rBV 168151 176361 5.31% 0.616%
40 9.363 1233 1237 1241 rBV 113198 133260 4._.01% 0.465%

41 9.404 1241 1244 1245 rBV 44784 33913 1.02% 0.118%
42 9.433 1245 1249 1251 rBV2 40971 50432 1.52% 0.176%
43 9.539 1264 1267 1271 rBV4 196145 195534 5.88% 0.683%
44 9.598 1274 1277 1280 rBV2 83221 99716 3.00% 0.348%

45 9.698 1291 1294 1297 rBvV2 333783 405439 12.20% 1.416%

46 9.745 1299 1302 1304 rVB 480599 395016 11.89% 1.380%
47 9.780 1304 1308 1311 rBV3 151112 223684 6.73% 0.781%
48 9.816 1311 1314 1316 rBV2 207759 258183 7.77% 0.902%
49 9.845 1316 1319 1321 rVB 842198 740280 22.28% 2.586%
50 9.874 1321 1324 1327 rBV3 311569 364980 10.98% 1.275%

51 10.069 1351 1357 1359 rBV2 407419 648208 19.51% 2.264%
52 10.245 1384 1387 1389 rBV2 547507 463536 13.95% 1.619%
53 10.645 1451 1455 1458 rBV 940641 1065937 32.08% 3.723%
54 11.345 1571 1574 1576 rVB 502895 459521 13.83% 1.605%
55 12.927 1839 1843 1846 rVB 1689436 1728660 52.02% 6.038%

56 13.980 2019 2022 2026 rVB 518285 475381 14.31% 1.661%
57 15.445 2267 2271 2279 rVB 463906 566276 17.04% 1.978%

Sum of corrected areas: 28627783
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF099769.D

3000000
2500000 6.57

6.96
2000000
7.37
1500000
5.43

1000000
6.45

500000 4.45

k, 5.02

4.50 5.00
TIC: BF099769.D

i

3.89

7.
7.22
2.39 7AH12 ﬁ?7ﬁ3/4

T
2.50

T
3.00

T
3.50

Time--> 4.00

Abundance

16
3000000

12.93

8.11 11.34

2500000

10.65

2000000

1500000

1000000 po

500000

10.50 11.00 11.50
TIC: BF099769.D

12.00 12.50 13.00

—
Time--> 13.50

Abundance

3000000

2500000

2000000

1500000

1000000 13.98

500000 15,44

18.00 18.50 19.00

16.00 16.50 17.00 17.50

14.00 14.50 15.00 15.50

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 1 Pentanal Concentration Rank 20

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

2.39 3.00 ng 87777 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 83
2 Cvclopropvl carbinol 72 C4H80 002516-33-8 9
3 Ethene. methoxv- 58 C3H60 000107-25-5 5
4 Acetaldehvde 44 C2H40 000075-07-0 4
5 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 4

Abundance Scan 52 (2.393 min): BF099769.D (-47) (-) m/z 44.00 100.00%
44.0
5000 58.0 j\
P e
38) 49.9 | 70.9 220 240 2.60 2.80
O'WMW““P“W“W““W“P”h“!““P“+“W““W“H“WMW““PNP“W m/z 41.00 40.10%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1705: Pentanal
29.0 44.0
58.0 e
5000 D AR I R
220 240 2.60 2.80
m/z 58.00 38.93%
38.‘() | 500 71.0 86.0
LA LA RN LALAA AR RAALY AR NARAS REAS) RALAA SRS LARAN LR AR SN MR AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
44.0
220 240 260 280
5000 m/z 57.00 26.97%
31.0
0 150 250 38.0 55.0610 70.0
L LR LA AN ALY LAARA LAAEN LALRN LALY LRAAN RRAAN ALK RAARN LAASE ARLAN AAR) RRAN LARARRAARIN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #226: Ethene, methoxy- R B B e e B
15.0 220 240 2.60 2.80
280 43.0 58.0 m/z 39.00 20.60%
5000
0 | 136.0 | 52.0 | \
B AR SRARA RASA LA KEAEA SEARNAARLA RLRN RARAN RAARE RRERA SULSA RN ARESE KRR ARRAARLAL BEAMY L L R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 2 1-Pentanol Concentration Rank 9

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

3.89 7.73 ng 225685 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol 88 C5H120 000071-41-0 90
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 50
4 1-Butanol. 3-methvl- 88 C5H120 000123-51-3 43
5 Cyclopropanecarboxaldehyde 70 C4H60 001489-69-6 38

Abundance Scan 307 (3.893 min): BF099769.D (-303) (-) m/z 42.10 100.00%

421 55.1
5000 70.1

| | 360 380 400 420
A e A Y S e s A A L m/z 55.10 87.79%

0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2093: 1-Pentanol
42.0
55.0
5000 31.0 70.0 LI L LB N L B

3.60 3.80 4.00 4.20
m/z 41.10 66.18%

15.0 ‘ \ ‘ ‘ B 87.0
T T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
42.0

o

55.0 3.60 3.80 4.00 4.20
5000 m/z 70.10 46.98%
27.0 70.0
0 150 33.0 490  63.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #577: Cyclopropane, ethyl- R R e e RRE
42.0 3.60 3.80 4.00 4.20

m/z 43.10 26 .63%

55.0
5000
27.0 70.0
15.0
N 1h Jl ] 620
S NN N——

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.60 3.80 4.00 4.20

o

8270-BF102317.M Tue Oct 24 13:35:14 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 3 Hexanal Concentration Rank 3

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

4.45 13.63 ng 398283 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Cvclobutanol. 2-ethvl- 100 C6H120 035301-43-0 33
3 Glutaraldehvde 100 C5H802 000111-30-8 32
4 1.5-Pentanediol 104 C5H1202 000111-29-5 28
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 27

Abundance Scan 402 (4.451 min): BF099769.D (-397) (-) m/z 44.00 100.00%

44.0 5.1
5000

720 820 TT T T T LI L LI LR
| | | | | 420 440 4.60 4.80
o el m/z 56.10 95.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3772: Hexanal
44.0
56.0
27.0
5000 LI L L N LB LB LB

420 4.40 4.60 4.80
m/z 41.05 84.12%

720 gopo
0 | ‘ ‘ il \\‘ ‘
L A LA o o e o o B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
440 570

72.0 4.20 4.40 4.60 4.80
5000 20.0 m/z 57.00 64.91%
82.0
o T RN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3668: Glutaraldehyde N REamm
44.0 4.20 4.40 4.60 4.80

m/z 43.05 63.71%

5000 200
s7.0 20 820
15.0 \‘ . \‘\ ! H“ ‘ ‘ 100.0
|||||||||||||||||||||||||||||||||||||||||||||||||||

m/z--> 10 20 30 40 50 70 80 90 100 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.02 6.51 ng 190060 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 499 (5.022 min): BF099769.D (-495) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 4.60 4.80 5.00 5.20 5.40
O PR | RSt M P m/z 59.00 61.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B VRS AN R
59.0 460 480 500 520 5.40
m/z 101.00 24._.02%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 m/z 58.00 17.10%
43.0 101.0
oL 150 3o 71.0 830
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 T BRam
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.96%
5000 41.0
o WLl 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 5 2-Heptanone Concentration Rank 17

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

5.60 3.84 ng 112054 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 53
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 49
3 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 28
4 2-Pentanone. 4.4-dimethvl- 114 C7H140 000590-50-1 27
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 27

Abundance Scan 597 (5.598 min): BF099769.D (-592) (-) m/z 43.00 100.00%
43.0
58.0
5000
0 5.20 5.40 5.60 5.80 6.00
114.1 - - - - -
o..,....,....,....|,|!:'..,..':~.',....,|:|...,??‘.9,...9.9',1....,..-..,....,... m/z 58.00 59.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7431: 2-Heptanone
43.0
58.0
5000 RS SRS AR
5.20 5.40 560 5.80 6.00
m/z 60.00 38.96%
27.0 71.0
[ \‘\ il 85.0 99.0 11‘\1'0
0''I'"'I'"'I""I""I""I""I*"'I""I""I""I""I""I"'

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance
43.0 /L

5.20 5.40 5.60 5.80 6.00

5000 m/z 41.10 20.39%
58.0
27.0
M0g10 990 1140
O T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12528: 2-Heptanone, 6-methyl-
43.0 5.20 540 5.60 5.80 6.00
m/z 73.00 18.03%
58.0
5000
27.0 71.0 :
190 | N Ll il 85\'0 95\0 11?'0 128.0
(O o o LI B o B e A M R S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102317\
Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

Sample : 15950-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.57 Concentration Rank 1

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

6.57 90.31 ng 2638480 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF099769.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRS AARE RSN SRR
41.0 540 J 6.20 6.40 6.60 6.80 7.00
bl :|-.| wLo | yuso ) m/z 68.10 37.83%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR AR LR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 31.57%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 65.95 22.96%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e N e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .73%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 7 Hexanoic acid Concentration Rank 8

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

6.65 9.11 ng 266233 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 78
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 39
3 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 25
4 Butanoic acid 88 C4H802 000107-92-6 9
5 Guanidine, methyl- 73 C2H7N3 000471-29-4 9

Abundance Scan 776 (6.651 min): BF099769.D (-773) (-) m/z 118.00 100.00%
118.0
89.0
5000
67.0 640 6.60 6.80 7.00
o | SN S m/z 89.00 67.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8070: Hexanoic acid
60.0
5000 41.0 73.0 R
27.0 : ' 6.40 6.60 6.80 7.00
m/z 90.00 34 .34%
87.0
sl T e
0"|“"w"w"“|'“'|“' NN UL SRS BN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
44.0 60.0
640 6.60 680 7.00
5000 73.0 m/z 110.00 31.72%
29.0
87.0
G s R L S R RN RS LS RARRS ERAR NS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8127: Pentanoic acid, 3-methyl-
60.0 6.40 6.60 6.80 7.00
m/z 67.00 10.57%
5000
41.0
29.0 87.0
oL, 150 ] \‘\\510\\‘ | 730 1010 117.0
m/z--> 1'0 2'0 ' 4'0 5'0 60 7'0 8|0 9'0 1(')0 110 150 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 8 1-Hexanol, 2-ethyl- Concentration Rank 12

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

6.86 6.14 ng 179318 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 64
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 53
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 50

Abundance Scan 812 (6.863 min): BF099769.D (-809) (-) m/z 57.10 100.00%
57.1
5000
41.0
70.1 831
| | | 98.1 1121 6.60 6.80 7.00 7.20
o N m/z 41.05 31.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000
41.0 6.60 6.80 7.00 7.20
270 70.0 83.0 m/z 43.05 27.82%
0"'%ﬂf?P"'P"'I“"I”"I'“'I'“'I"” '?ﬁ ?'El?'ﬁ SN AR RARS BN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
6.60 6.80 7.00 7.20
5000 m/z 55.00 23.57%
41.0 00
o 27.0 " 830 90 1190 161.0
B R KA AL RS AR RRARE KA AL KRN AR LA UL LA AR LA LARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether
57.0 6.60 6.80 7.00 7.20
m/z 56.10 19.54%
5000 41. 700
830 112.0
27,0 98.0
O'H%ﬁgl“JL'“jJ'“ Tt “'“Jh'”lt""”I”'W““'P'”I”%ﬁ%P'P'”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 10 Heptanoic acid Concentration Rank 7

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

7.22 10.05 ng 293542 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 64
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 50
4 Pentanoic acid 102 C5H1002 000109-52-4 49
5 Octanoic acid 144 C8H1602 000124-07-2 40

Abundance Scan 873 (7.222 min): BF099769.D (-864) (-) m/z 59.95 100.00%
60.0
73.0
5000 43.0
87.0 105.0
I‘I| ‘ | ” 120.0 6.80 7.00 7.20 7.40 7.60
0..,....,....,....,....,..!-.'...-:',.... ST NS PIS M NS SN m/z 72.95 55.94Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13414: Heptanoic acid
60.0
5000 73.0
41.0 6.80 7.00 7.20 7.40 7.60
87.0 m/z 43.05 38.35%
50 [ H\ ‘ 1010 1930 1300
O'W'”'P'Lh”'“'”'P“l‘h”'”"ﬂ'h'ﬁ'”I”'}%'”I“%W'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60.0
6.80 7.00 7.20 7.40 7.60
5000 73.0 m/z 41.05 31.13%
41.0
27.0 87.0
15.0 99.0
G R R R AR RS AR AAARS RARES AR RARRS LRSS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4286: Butanoic acid, 3-methyl- O L B e e e
60.0 6.80 7.00 7.20 7.40 7.60
m/z 55.00 28.21%
5000 41.0
27.0
87.0
0 ‘\‘ ‘ 1l \730 100.0
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 11 Naphthalene, 1-methyl- Concentration Rank 14

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

8.90 5.91 ng 249272 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64

Abundance Scan 1158 (8.898 min): BF099769.D (-1154) (-) m/z 142.10 100.00%
1491
5000
115.0
390 510 63.0 89.0 8.60 8.80 9.00 9.20
Obr o b e o2kl 1280 Ul w7z 141.10  91.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 IR LA L S
115.0 8.60 8.80 9.00 9.20
m/z 115.00 30.24%
o 390 580 710 890 10920 1260 ||
m/z--> 20 30 40 50 65 fo 80 95 100 110 120 130 140 150
Abundance
142.0
8.60 8.80 9.00 9.20
5000 115.0 m/z 143.10 10.71%
27.0 39.0 51.0 630 740 890 1020 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 8.60 8.80 9.00 9.20
m/z 139.00 10.59%
5000 115.0
o 270 390 510 %0 740 890 1550 | 1260 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 12 n-Decanoic acid Concentration Rank 10

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

9.02 6.66 ng 246337 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 86
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 50
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 Alpha-1-rhamnopvranose 164 C6H1205 035810-56-1 40
5 Nonanoic acid 158 C9H1802 000112-05-0 40

Abundance Scan 1179 (9.022 min): BF099769.D (-1173) (-) m/z 59.95 100.00%
6d.0
5000 1291

8.60 8.80 9.00 9.20 9.40

172.1
obr—— l““J T T T m/z 73.00 93.72%
m/z--> 50 100 150 200 250 300 350
Abundance #39472: n-Decanoic acid
60.0
5000{ 29.0
129.0 8.60 8.80 9.00 9.20 9.40
‘ m/z 129.05 48.82%
172.0
0...“.M,“““‘h‘.‘“‘PZ‘,"OIH.:.‘,..‘..,....,....,....,....,
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
8.60 8.80 9.00 9.20 9.40
43.0 155.0
5000 m/z 43.05 47 .03%
115.0
0 217.0 279.0 330.0 387.0
T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #8068: Hexanoic acid AR ERama S
60.0 8.60 8.80 9.00 9.20 9.40
m/z 41.00 42 .69%
5000
27.0
T R R OwSos sl SR
m/z--> 50 100 150 200 250 300 350 860 8.80 900 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 13 unknown9.23 Concentration Rank 19

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

9.23 3.46 ng 127910 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disparlure 282 C19H380 029804-22-6 30
2 Cvclopropanemethanol. .alpha..2-... 182 C12H220 121959-70-4 27
3 2(1H)-Naphthalenone. octahvdro-4... 194 C13H220 007056-56-6 25
4 (2.4.6-Trimethvlcvclohexvl) meth... 156 C10H200 013702-56-2 22
5 Iminostilbene 193 C14H1i1N 000256-96-2 22

Abundance Scan 1214 (9.227 min): BF099769. D ( 1211) (-) m/z 193.20 100.00%

5000

8.80 9.00 9.20 9.40 9.60
m/z 55.00 79 .73%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129459: Disparlure

5000

880 9.00 920 9.40 9.60
m/z 69.10 77 .77%

183.0
123.0 4500

211.0 239.0 264.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
410 109.0 880 9.00 9.20 9.40 9.60
5000 m/z 41.00 76.35%
1350 164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56423: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethyl-, cis e AREEEmEEE S T
41.0 8.80 9.00 9.20 9.40 9.60

m/z 123.10 73 .49%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 880 9.00 920 9.40 9.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102317\
Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

Sample : 15950-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 Vanillin Concentration Rank 16

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

9.32 4.76 ng 176361 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 95
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 95
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 90

1000129-94-7 83
000487-69-4 72

4 Vanillin lactoside 476 C20H28013
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803

Abundance Scan 1230 (9.322 min): BF099769.D (-1226) (-) m/z 151.00 100.00%
15}.0
5000
81.0 109.1
53.0 9.00 9.20 9.40 9.60
38.0 125.1 177.1193.2 : ' : :
0! m/z 152.00 96.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25794: Vanillin
151.0
5000
81.0 9.00 9.20 9.40 9.60
53.0 ‘ 109.0 m/z 81.00 23.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
151.0
O R
9.00 9.20 9.40 9.60
5000 m/z 109.10 21.62%
81.0
rop 530 109.0
14.0 136.0
O T e o e e o T L B e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25856: 4-Hydroxy-2-methoxybenaldehyde A R e e
151.0 9.00 9.20 9.40 9.60
m/z 123.10 21.61%
5000 123.0
81.0
53.0 108.0
380 || ET |
i
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF102317.M Tue Oct 24 13:35:21 2017

20170724-C-A-COMP3
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 15 unknown9.36 Concentration Rank 18

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

9.36 3.60 ng 133260 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 35
2 5-Hexenal. 4.4.6-trichloro- 200 C6H7CI30 1000115-29-0 27
3 Ethanone. 1-(4.5-dihvdro-2-thiaz... 129 C5H7NOS 029926-41-8 14
4 Octanoic acid 144 C8H1602 000124-07-2 14
5 Undecanoic acid 186 C11H2202 000112-37-8 12

Abundance Scan 1237 (9 363 min): BF099769.D (-1233) (-) m/z 43.05 100.00%
43.0
5000
1652 1879 0.00 920 9.40 960
(o} m/z 73.00 93.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30178: Nonanoic acid
60.0
5000
41.0 9.00 9.20 9.40 9.60
980 115.0 m/z 60.00 68.26%
0 26\b ‘ ‘ ‘\‘ 810 |, ‘ 130-0 15?'0
m/z--> 5 60 éo 160 150 150 1éo 1§o 260
Abundance
55.0
101.0 156.0 9.00 9.20 9.40 9.60
5000 39.0 129.0 m/z 71.10 53.24%
73.0
e S B S S WL WL L N L WL BRI B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12837: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- R REES BaEEE e
43.0 60.0 9.00 9.20 9.40 9.60
: m/z 55.00 52 .35%
129.0
5000
e
O P e T e SRR SRR A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF102317.M Tue Oct 24 13:35:22 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 unknown9.54 Concentration Rank 15

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

9.54 5.28 ng 195534 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 40
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 37
4 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 32
5 9-Phenanthrenamine 193 C14H1i1N 000947-73-9 30

Abundance Scan 1267 (9.539 min): BF099769.D (-1264) (-) m/z 193.20 100.00%
198.2
69.1
5000 M1 123.1
9.20 9.40 9.60 9.80
151.1
0 168.1 m/z 69.10 54.44%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 AR AR SRR
150.0 9.20 9.40 9.60 9.80
95.0 m/z 83.10 47 .80%
oL 17:0 42.0 750 | “‘ ~176.0
m/z--> 25 Jo éo éo 160 150 150 160 180 200 250
Abundance
193.0
5 123.0 AR AR SRR
41.0 9.20 9.40 9.60 9.80
5000 95.0 m/z 123.10 45 .09%
0 1520
m/z--> 25 Jo éo éo 160 150 1&0 160 180 260 250
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- AR RERE RS
198.0 9.20 9.40 9.60 9.80
m/z 41.10 39.19%
5000 55.0
109.0
20,0 81.0
I I H -“.M ol g BT01s50 1750 | 2220 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 920 9.40 9.60 9.80

8270-BF102317.M Tue Oct 24 13:35:22 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 17 unknown9.70 Concentration Rank 5

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

9.70 10.95 ng 405439 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 41
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 41
3 2-(2-Methvl-propenvl)-cvclohexanone 152 C10H160 065737-44-2 38
4 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 27
5 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S 1000278-96-1 27

Abundance Scan 1294 (9.698 min): BF099769.D (-1291) (-) m/z 69.10 100.00%
1
41.0
5000
'9.40 9.60 9.80 10.00
Ol ekl oy m/z 55.05 73.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25208: 1-Cyclohexyl-2-methyl-prop-2-en-1-one
41.0 69.0
152.0
5000 110.0 L L RS R SRR
9.40 9.60 9.80 10.00
‘ m/z 152.10 72.34Y%
0||‘l‘||l”l|‘|”l‘|:‘l:“:‘ \F |‘|||‘l‘]|-3|4|}?||‘|‘||||||||||||||||||||
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
193.0
123.0 9.40 9.60 9.80 10.00
5000 69.0 950 m/z 83.10 68.61%
151.0
o 53.0 209.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25202: 2-(2-Methyl-propenyl)-cyclohexanone R R B
97.0 152.0 9.40 9.60 9.80 10.00
m/z 109.10 65.90%
124.0
5000
ol h.w”....h....w...w..”,... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 18 unknown9.75 Concentration Rank 6

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

9.75 10.67 ng 395016 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 43
2 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
3 (-)-trans-Pinane 138 C10H18 033626-25-4 20
4 Cvclohexanecarboxvlic acid. 4-pe... 368 C22H28N203 133856-87-8 14
5 9-Undecenol, 2,10-dimethyl- 198 C13H260 1000131-86-0 14

Abundance Scan 1303 (9.751 min): BF099769.D (-1299) (-) m/z 193.20 100.00%
198.2
97.1
5000
152.1 9.40 9.60 9.80 10.00
0 b 220.2 m/z 97.10 59.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 193.0
123.0
41.0
5000 AR SRR SRR SRR
9.0 gms%ogmjﬂm '
m/z 109.10  31.84%
bl ‘h ““.”“,.‘.” ,l...‘ |1|5|2|0|”” SRS -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
97.0
040 9.60 9.80 10.00
0
5000 410 m/z 123.10 31.59%
69.0 124.0
oL15.0 152.0 180.0 2080 470
m/z--> 25 45 65 85 160 150 150 1éo 180 200 250 250
Abundance #16859: (-)-trans-Pinane
55.0 95.0 9.40 9.60 9.80 10.00
m/z 55.00 30.79%
5000
27.0
123.0
0 ...|.l‘..ﬂ“..‘k“l‘,.“..sf SN M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 19 unknown9.78 Concentration Rank 13

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

9.78 6.04 ng 223684 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.5.6.1a-Pentamethvl-cis-l1la.4a... 208 C14H240 1000215-77-9 27
2 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 25
3 Cvclohexene. 3.3.5-trimethvl- 124 C9OH16 000503-45-7 25
4 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 25
5 6-Octen-1-ol, 3,7-dimethyl-, (R)- 156 C10H200 001117-61-9 20

Abundance Scan 1308 (9.780 min): BF099769.D (-1304) (-) m/z 123.10 100.00%
1

5000

9.40 9.60 9.80 10.00

0 m/z 69.10 80.35%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #67886: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexahydro....
123.0
5000 430 [TTrr[rrrr[rrrryrrror|m
710 96.0 9.40 9.60 9.80 10.00
' 138.0 208.0 m/z 109.10 79.82%
| Y O
m il 1 | R -
Ol (- ....,.”.,....,....,”..
m/z--> 40 60 O 120 140 160 180 200
Abundance
109.0
43.0 e
9.40 9.60 9.80 10.00
5000 67.0 m/z 55.10 75.52%
137.0
81.0 152.0
o} R A NN 1 L PR G S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #10691: Cyclohexene, 3,3,5-trimethyl- A B b
109.0 9.40 9.60 9.80 10.00
m/z 83.10 63.30%
67.0
so00{ 410 82.0
124.0
bl bl bl ol S
m/z--> 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099769.D

Aca On : 23 Oct 2017 19:58

Operator : SJ/JU

ﬁ?ggle i 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 20 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.25 12.52 ng 463536 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 59
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 53
3 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 52
4 1.3-Benzenediamine. 4-methoxv- 138 C7H10N20 000615-05-4 47
51,1"-(1,1"-Cyclopropylidenedieth... 240 C9H16N602 083467-41-8 43
Abundance Scan 1388 (10.251 min): BF099769.D (-1384) (-) m/z 123.10 100.00%
128.1
5000 M/\Aw\f
s5q 8Ll 207.2
U SRR BN B
151.1169.1 10.00 10.20 10.40 10.60
o = 186.2 2311 m/z 109.10 33.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,...
123.0
43.0
5000 179.0 L B L B B
2290 10.00 10.20 10,40 10.60
%5.0 ' m/z 207.20 32.97%
0 260 1 1 6%.0\\\\ | 143016;[10 | 204.0 “
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
123.0
43.0 RN SR NN BN BN
10.00 10.20 10.40 10.60
5000 m/z 81.10 29.11%
o0 20 165.0
o 147 0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne R EmEEs e
128.0 10.00 10.20 10.40 10.60
m/z 95.10 26.94%
5000
430 730 90
0 |2(.3".‘0..‘i‘.‘..“.‘ .“.‘.‘.‘l“..‘.‘.‘l.“...|l‘..1.?.0...|.... e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10,40 10.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102317\
Data File : BF099769.D
Acq On : 23 Oct 2017 19:58 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22'6 : 15950-11 20170724-C-A-COMP3
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
Pentanal 2.39 3.0 ng 87777 1 6.80 584296 20.0
1-Pentanol 3.89 7.7 ng 225685 1 6.80 584296 20.0
Hexanal 4.45 13.6 ng 398283 1 6.80 584296 20.0
2-Pentanone, 4-hy... 5.02 6.5 ng 190060 1 6.80 584296 20.0
2-Heptanone 5.60 3.8 ng 112054 1 6.80 584296 20.0
unknown6 .57 6.57 90.3 ng 2638480 1 6.80 584296 20.0
Hexanoic acid 6.65 9.1 ng 266233 1 6.80 584296 20.0
1-Hexanol, 2-ethyl- 6.86 6.1 ng 179318 1 6.80 584296 20.0
Heptanoic acid 7.22 10.1 ng 293542 1 6.80 584296 20.0
Naphthalene, 1-me... 8.90 5.9 ng 249272 2 8.09 843214 20.0
n-Decanoic acid 9.02 6.7 ng 246337 3 9.85 740280 20.0
unknown9.23 9.23 3.5 ng 127910 3 9.85 740280 20.0
Vanillin 9.32 4.8 ng 176361 3 9.85 740280 20.0
unknown9 .36 9.36 3.6 ng 133260 3 9.85 740280 20.0
unknown9 .54 9.54 5.3 ng 195534 3 9.85 740280 20.0
unknown9.70 9.70 10.9 ng 405439 3 9.85 740280 20.0
unknown9.75 9.75 10.7 ng 395016 3 9.85 740280 20.0
unknown9.78 9.78 6.0 ng 223684 3 9.85 740280 20.0
2,11-Dioxabicyclo... 10.25 12.5 ng 463536 3 9.85 740280 20.0
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