LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.184 480 484 493 rBV 73962 82022 4._.06% 0.474%
2 5.590 549 553 566 rBV 904631 783839 38.84% 4_.533%
3 6.589 719 723 731 rBV 569111 516223 25.58% 2.986%
4 6.731 742 747 750 rBVY 1517630 1403554 69.54% 8.117%
5 6.954 781 785 788 rBV 447729 397240 19.68% 2.297%
6 7.107 807 811 815 rBVY 1428324 1366483 67.71% 7.903%
7 7.519 872 881 884 rBVY 1121425 1106474 54.82% 6.399%
8 7.572 887 890 896 rvVv 49125 65406 3.24% 0.378%
9 7.660 900 905 906 rvVv 47376 67200 3.33% 0.389%
10 7.672 906 907 914 rVB2 61811 56279 2.79% 0.325%
11 7.842 931 936 940 rBV3 29805 45512 2.26% 0.263%
12 7.913 940 948 953 rVvVv 63070 84937 4.21% 0.491%
13 8.031 965 968 970 rBV3 22540 28323 1.40% 0.164%
14 8.060 970 973 978 rVB3 32158 34649 1.72% 0.200%
15 8.154 982 989 991 rBV6 31867 53099 2.63% 0.307%
16 8.201 994 997 999 rBV 36381 35682 1.77% 0.206%
17 8.236 999 1003 1007 rVB 572823 527097 26.12% 3.048%
18 8.278 1007 1010 1015 rVB3 45522 47023 2.33% 0.272%
19 8.336 1015 1020 1024 rBv2 115167 154403 7.65% 0.893%
20 8.395 1024 1030 1034 rBV4 54495 75845 3.76% 0.439%
21 8.442 1034 1038 1039 rBvV2 68242 73736 3.65% 0.426%
22 8.460 1039 1041 1043 rVB2 57010 46666 2.31% 0.270%
23 8.489 1043 1046 1047 rBvV2 46995 44003 2.18% 0.254%

24 8.507 1047 1049 1056 rVB3 84108 149514 7.41% 0.865%
25 8.578 1057 1061 1065 rBV3 96644 140897 6.98% 0.815%

26 8.642 1068 1072 1075 rBv4 105396 145530 7.21% 0.842%
27 8.689 1075 1080 1084 rBV5 89374 138307 6.85% 0.800%

28 8.730 1084 1087 1091 rvB2 91238 91676 4._.54% 0.530%
29 8.789 1092 1097 1101 rBV 216881 332277 16.46% 1.922%
30 8.836 1103 1105 1108 rVB3 71801 57227 2.84% 0.331%
31 8.895 1108 1115 1118 rBV6 39920 78730 3.90% 0.455%

32 8.948 1118 1124 1126 rBV2 124917 185416 9.19% 1.072%
33 9.001 1129 1133 1136 rBv4 93518 140577 6.97% 0.813%
34 9.078 1143 1146 1149 rBV2 80590 124303 6.16% 0.719%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 9.154 1157 1159 1164 rVB2 104417 121312 6.01% 0.702%

36 9.207 1164 1168 1172 rBV2 228326 319402 15.83% 1.847%
37 9.313 1181 1186 1189 rBV 2028537 2018242 100.00% 11.673%

38 9.354 1189 1193 1196 rVB3 48728 60760 3.01% 0.351%
39 9.389 1197 1199 1200 rBV3 48716 37078 1.84% 0.214%
40 9.407 1200 1202 1205 rVvVv3 57399 75897 3.76% 0.439%
41 9.448 1207 1209 1211 rVB 98535 81272 4._.03% 0.470%
42 9.507 1217 1219 1221 rBV 67586 52998 2.63% 0.307%
43 9.530 1221 1223 1226 rVV3 59341 60997 3.02% 0.353%
44 9.613 1235 1237 1241 rBV4 54085 67083 3.32% 0.388%

45 9.648 1241 1243 1247 rVB3 117112 133877 6.63% 0.774%

46 9.701 1247 1252 1258 rBV3 303006 475542 23.56% 2.750%
47 9.842 1273 1276 1278 rBV3 68053 72209 3.58% 0.418%
48 9.942 1288 1293 1299 rBV7 71944 199614 9.89% 1.154%
49 9.995 1299 1302 1305 rBV 611283 521542 25.84% 3.016%
50 10.354 1361 1363 1366 rBV3 76596 73971 3.67% 0.428%

51 10.583 1399 1402 1404 rBV2 107203 117910 5.84% 0.682%
52 10.795 1434 1438 1442 rBV 1167780 1101026 54.55% 6.368%
53 11.489 1553 1556 1559 rVB 538568 434780 21.54% 2.515%
54 12.018 1643 1646 1652 rVB 179420 167444 8.30% 0.968%
556 12.795 1776 1778 1782 rBV2 70481 58136 2.88% 0.336%

56 13.077 1822 1826 1829 rVB 1384592 1340166 66.40% 7.751%
57 13.954 1972 1975 1981 rVB 162533 155579 7.71% 0.900%

58 14.142 2004 2007 2011 rVB 400283 378701 18.76% 2.190%
59 15.689 2265 2270 2276 rVB 359636 484812 24.02% 2.804%

Sum of corrected areas: 17290499
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062818\
: BF106921.D

: 28 Jun 2018 15:30

: Ju/sd

: J3717-03

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF106921.D

5.18

6.73

7.11

6.95

7.52

0
Time-->

T T
5.00 5.50

Abundance

2000000

1500000

1000000

500000

0

TIC: BF106921.D

10.80

11.49

10.00

8.24

10.35 10.58
A b

13.08

II T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T T T T T T T T T I T T T T I T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106921.D
2000000
1500000
1000000
14.14
500000 13.95 15.69
R T e e S e S L ———— L
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF061918 .M Fri

Jun 29 12:53:05 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

5.18 4.13 ng 82022 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 483 (5.178 min): BF106921.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 AR LS SRR LR
| 83.0 | 4.80 5.00 520 5.40 5.60
T e o o e m/z 59.00 61.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL RIS IR IR
59.0 480 500 520 540 5.60
0,
150 a0 1010 m/z 101.10 19.84%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 14 _.46%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R o
43.0 4.80 5.00 520 5.40 5.60
m/z 41.00 9.13%
5000
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 70.67 ng 1403550 1,4-Dichlorobenzene-d4 6.95
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.731 min): BF106921.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 DRSS SRR
40.0 540 6.40 6.60 6.80 7.00
....,....:....,::..,::l-.',..7.5?,0....,..!.,?1??.?....,....,~'...,.. m/z 68.10 38.70%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PP
a0 7O o m/z 134.00  33.53%
‘ 79.0 '
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"::: -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 50 ok oho 780
5000 m/z 66.00 23.93%
31.0 51.0
79.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene e
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.36%
5000
63.0 81.0
310 500 1l . | ‘\ 92010-}011%0 | A
m/z--> 3'0 40 5'0 6|0 7'0 80 90 100 110 120 130 140 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.34 Concentration Rank 9

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

8.34 5.86 ng 154403 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octen-1-ol. 3.7-dimethvl- 156 C10H200 040607-48-5 38
2 2.8-Decadienoic acid. 3.5.9-trim... 224 C14H2402 055283-32-4 37
3 2-Cvclohexen-1-one. 3.4.4-trimet... 138 C9H140 017299-41-1 30
4 2-Pentenoic acid. 2-methvl- 114 C6H1002 003142-72-1 27
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 25

Abundance Scan 1021 (8.342 min): BF106921.D (-1015) (-) m/z 69.00 100.00%
69.0
43.0
5000 9.1
T 1141 1411
| 8.00 8.20 8.40 8.|60 '
i T m/z 55.00 59.89%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #28296: 2-Octen-1-ol, 3,7-dimethyl-
41.0 69.0
5000 S EEE SRE LRRE R
95.0 800 820 840 860
123.0 m/z 43.00 55.30%
e
THN 11 || 1111V Y N L
m/z--> 4b 65 85 160 150 150 1éo 1éo 260 250
Abundance
69.0
40 5bo 5% a0 sk
m/z 41.00 43 .51%
5000 109.0 0
150.0
93.0 125.0 165.0181.0  209.0224.0
m/z--> 4b 65 85 160 150 150 1éo 1éo 260 250
Abundance #17605: 2-Cyclohexen-1-one, 3,4,4-trimethyl- B B b
96.0 8.00 8.20 8.40 8.60
m/z 96.10 39.33%
5000{ ,. o, 670 138.0
m/z--> 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.51 Concentration Rank 10

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

8.51 5.67 ng 149514 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-furanvl)- 110 C6H602 001192-62-7 35
2 Ethanone. 1-(1H-pvrazol-4-vI)- 110 C5H6N20 025016-16-4 35
3 2-Furanecarboxvlic acid. 3.5-dim... 222 C13H1803 1000278-87-2 23
4 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 23
5 4-Pyridinol 95 C5H5NO 000626-64-2 10

Abundance Scan 1050 (8.513 min): BF106921.D (-1047) (-) m/z 135.00 100.00%
135.0
5000
108.0
%Oﬁﬂ)ﬁﬂ 820 8.40 8.60 8.80
B m/z 108.00 35.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5770: Ethanone, 1-(2-furanyl)-
95.0
5000
8.20 8.40 8.60 8.80
39.0 m/z 82.00 13.24%
L 670 | 1120
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95.0
8.20 8.40 8.60 8.80
5000 m/z 136.00 11.11%
39.0 68.0
15.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79075: 2-Furanecarboxylic acid, 3,5-dimethylcyclohexyl ester N EEEEEEmEE
95.0 8.20 8.40 8.60 8.80
m/z 63.00 10.91%
5000
39.0
‘ 69.0 113.0
STE  Y  -Y.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 6 Ethanone, 1-(2-furanyl)- Concentration Rank 12

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

8.58 5.35 ng 140897 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2-furanvl)- 110 C6H602 001192-62-7 58
2 5.5-Dimethvl-1.,3-hexadiene 110 C8H14 001515-79-3 53
3 1.3-Dimethvl-5-trifluoroacetoxvc... 224 C10H15F302 1000216-63-7 45
4 2-l1sopropvlimidazole 110 C6H10N2 036947-68-9 42
5 endo-Borneol 154 C10H180 000507-70-0 42

Abundance Scan 1061 (8.578 min): BF106921.D (-1057) (-) m/z 95.10 100.00%
95.1
5000 55.0 69.0
41.0 110.1 A JUVY VWY T
8.20 8.40 860 880 9.00
1411
o« m/z 69.05  40.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5768: Ethanone, 1-(2-furanyl)-
95.0
5000 390 1100 550 540 850 580 50
m/z 55.00 35.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95.0
67.0 SRS SRR SRR
8.20 8.40 860 880 9.00
5000 m/z 41.00 28 .15%
41.0 110.0
27.0 81.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #80474: 1,3-Dimethyl-5-trifluoroacetoxycyclohexane R maR L
95.0 8.20 8.40 860 8.80 9.00
m/z 110.10 27 .03%
41.0 69.0
5000 550
110.0
S OO A A Jk 4250 153.0167.0181.0 PUVY 1T A A
m/z--> 20 40 60 80 100 120 140 160 180 8.0 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.64 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.64 5.52 ng 145530 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Carbonic acid. isobutvl cvclohex... 214 C12H2203 1000357-83-0 14
2 trans-4-Methvlcvclohexanol. trif... 210 C9H13F302 1000364-13-8 14
3 trans-2-Methvlcvclohexanol. pent... 260 C10H13F502 1000364-13-4 14

4 1.1"-Bicvclohepntvl 194 C14H26 023183-11-1 14
5 Bicyclo[3.3.1]non-3-en-2-0l, exo- 138 C9H140 010060-21-6 11
Abundance Scan 1072 (8.642 min): BF106921.D (-1068) (-) m/z 73.00 100.00%
55.0 5.0
96.0
5000
138.1
155.0 8.40 8.60 8.80 9.00
m/z 55.00 79.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72504: Carbonic acid, isobutyl cyclohexylmethy! ester
96.0
55.0
5000 LA B L L L L L LB
8.40 8.60 8.80 9.00
m/z 81.10 69.11%
29.0 ‘ ‘76.
e 1100 1580
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81.0
8.40 8.60 8.80 9.00
5000 5.0 m/z 96.05 62.05%
29.0 98.0 1250 153.0
L B o B I o e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #110180: trans-2-Methylcyclohexanol, pentafluoropropionate L e e o e L
81.0 8.40 8.60 8.80 9.00
m/z 41.00 54 _32%
55.0
5000 119.0
2%0 “‘\ I, M\ Ll 9\ \"O 147'0 175.0 203.0
L B o e  HLBLIES b o e R LR R e o BB e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 8 unknown8.69 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
" 8.69 5.25ng 138307  Naphthalene-ds 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2.6-Heptadienal. 2.4-dimethvl- 138 COH140 085136-08-9 25

155 C9H17NO
156 C10H200
154 C8H1003

001126-56-3 22
004632-01-3 22
018908-20-8 22

N-cvclohexvl-
2-(1-methvilpropvl)-
dihvdro-3-(2-met...

2 Propanamide.
3 Cvclohexanol.
4 2.5-Furandione.

5 3,4-Pyridinediamine 109 C5H7N3 000054-96-6 18
Abundance Scan 1080 (8.689 min): BF106921.D (-1075) (-) m/z 74.00 100.00%
74.0 109.1
55.0
97.1
41.0
5000
137.1
155.1 AIIIIIIIIIIIIIIIIIII
| | || 1250 8.40 8.60 8.80 9.00
rerrrrrprrerrrerp e m/z 109.10 90.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43.0 97.0 109.0
69.0
5000 LA L L L L L L
8.40 860 8.80 9.00
55.0 8r0 0 m/z 55.00 77.71%
27.0 ‘ “ ‘ "~ 138.0
..,1..5.9,...‘.‘,....i:...,.‘.‘..,....,.... “‘ ST e e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
74.0
56.0 i e o B
8.40 860 8.80 9.00
5000 m/z 97.10 65.19%
29.0 155.0
43.0

87.0 99-0 112.0 126.0 140.0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

8.40 8.60 8.80 9.00

m/z 41.05 52.11%

m/z-->
Abundance #28327: Cyclohexanol, 2-(1-methylpropyl)-
109.0
5000 s70 810
41.0
29.0 690 96.0 138.0
123.0
BEC TS RT P R  E -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

8.40 8.60 8.80 9.00

8270-BF061918 .M Fri

Jun 29 12:53:10 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 unknown8.73 Concentration Rank 20

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

8.73 3.48 ng 91676 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvlcvclopropane-1.cis-2... 158 C7H1004 000936-87-8 27
2 3-Penten-1-ol. 2.2.4-trimethvl- 128 C8H160 005842-53-5 22
3 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 22
4 Sulfurous acid. cvclohexvlmethvl... 234 C11H2203S 1000309-21-3 22
5 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 22

Abundance Scan 1087 (8.730 min): BF106921.D (-1084) (-) m/z 97.10 100.00%
5000
e
8.40 8.60 8.80 9.00
.0 155.1
128.1141.0 m/z 55.00 87.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29890: 3,3-Dimethylcyclopropane-1,cis-2-dicarboxylic acid
113.0
5000 67.0 95.0 BERAESE LS RS AR
410 8.40 8.60 8.80 9.00
18.0 ‘ m/z 113.10 80.10%
81.0
eyttt 24 12707000 1500
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 970
8.40 8.60 8.80 9.00
5000 41.0 m/z 74.00 77.26%
27.0 69.0
15.0 83.0 110.0 128.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11575: 1-Ethyl-4-methylcyclohexane e P
55.0 97.0 8.40 8.60 8.80 9.00
m/z 95.10 31.90%
5000
41.0 69.0 126.0
27.0
"v"'P'JJV"JHh"v”yw"“h"'ﬁ?;Qw""v'%ﬁ%fil"“l'“'|'“'|“"v"' T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00

8270-BF061918 .M Fri

Jun 29 12:53:11 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexane, ethenyl- Concentration Rank 3

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

8.79 12.61 ng 332277 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethenvl- 110 C8H14 000695-12-5 64
2 3-Chloropropanoic acid. 2-ethvlc... 218 C11H19CIl102 1000282-65-7 50
3 1-Ethvl-2-trifluoroacetoxvcvcloh... 224 C10H15F302 1000216-64-1 45
4 Bicvclol2.1.01lpentane. 1.4-dimet... 96 C7H12 017065-18-8 43
5 4-Ethylcyclohexene 110 C8H14 003742-42-5 38

Abundance Scan 1097 (8.789 min): BF106921.D (-1092) (-) m/z 81.10 100.00%
81.1
5000
wo%ﬂ - 8.40 8.60 8.80 9.00 9.20
127.1 - - - - -
bt 0L 0 Tm/z  55.00  20.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5938: Cyclohexane, ethenyl-
81.0
5000 R R R R
54.0 8.40 8.60 8.80 9.00 9.20
3000 ‘ 110.0 m/z 95.05 19.07%
'%%9""I”"I"'W""I"'W""I"'W""I"”I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0 110.0
8.40 8.60 880 9.00 9.20
5000 m/z 110.10 18.77%
410 630
26.0 128.0 1470  175.0 193.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #80471: 1-Ethyl-2-trifluoroacetoxycyclohexane B R
81.0 8.40 8.60 8.80 9.00 9.20
m/z 41.00 18.40%
41.0
5000 110.0
ST.O
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00 9.20

8270-BF061918_.M Fri Jun 29 12:53:11 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown8.95 Concentration Rank 8

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

8.95 7.04 ng 185416 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 38
2 Cvclooctane. tetradecvl- 308 C22H44 149003-36-1 35
3 1H-Imidazole. 2-ethvl-4-methvl- 110 C6H10N2 000931-36-2 30
4 Cvclohexanol. 2.3-dimethyl- 128 C8H160 001502-24-5 30
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 27

Abundance Scan 1124 (8.948 min): BF106921.D (-1118) (-) m/z 111.10 100.00%
1

5000

8.60 8.80 9.00 9.20
m/z 95.10 96 .48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6056: 2(1H)-Pyrimidinone, 4-amino-
111.0
5000 LA L L L L L L L LB B
8.60 8.80 9.00 9.20
41.0 69.0 m/z 69.10 89.07%
,l“w,,\,‘, N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
111.0
R REEEEEE s RS
69.0 8.60 8.80 9.00 9.20
5000 m/z 110.10 82.20%
43.0

139.0 167.0 214.0237.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #5744: 1H-Imidazole, 2-ethyl-4-methyl- e
95.0 8.60 8.80 9.00 9.20
m/z 55.00 75.40%
5000
54.0
27.0‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.60 8.80 900 9.20

8270-BF061918_.M Fri Jun 29 12:53:12 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.00 Concentration Rank 13

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

9.00 5.33 ng 140577 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 021391-98-0 35
2 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 018358-53-7 30
3 Cvclohexanone. 2-methvl-5-(1-met... 152 C10H160 007764-50-3 25
4 3-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 040702-26-9 25
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 18

Abundance Scan 1133 (9.001 min): BF106921.D (-1129) (-) m/z 74.00 100.00%
74.0
21.0 109.1
55.0
5000 951
155.1
125.1 139.1 170.0 8.60 8.80 9.00 9.20 9.40
m/z 83.10 99.73%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #25323: 1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethyl)-
410 109.0
' 81.0
5000 55.0 67.0 L B e e
95.0 8.60 8.80 9.00 9.20 9.40
m/z 109.10 81.10%
P O
1 Il il 1. |
R ma B s s amanass e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55.0 83.0
o B B A
410 69.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 41.00 76.98%
27.0 95.0
110.0 154 0137.0 1520
mmﬁmwwwwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25258: Cyclohexanone, 2-methyl-5-(1-methylethenyl)- B EEE e
67.0 8.60 8.80 9.00 9.20 9.40
0
95.0 m/z 81.05 72.92%
41.0
82.0
5000 109.0
29 . 55.0 152.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8. 60 8.80 9. 00 9.20 9.40

8270-BF061918_.M Fri Jun 29 12:53:13 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.08 Concentration Rank 16

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

9.08 4.72 ng 124303 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hexen-2-one. 3.3-diethvl-4.5-d... 182 C12H220 1000149-30-4 47
2 Triallvisilane 152 C9H16Si 001116-62-7 43
3 Cvclohexane. 1-ethvl-2-propvl- 154 C11H22 062238-33-9 38
4 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 35
5 8-Azabicyclo[3.2.1]octane, 8-ace... 153 C9H15NO 000769-04-0 30

Abundance Scan 1146 (9.078 min): BF106921.D (-1143) (-) m/z 69.05 100.00%
69.0
55.0
41.0 83.1 125.1

5000

8.80 9.00 9.20 9.40
m/z 55.00 67 .64%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #47216: 4-Hexen-2-one, 3,3-diethyl-4,5-dimethyl-
69.0
41.0 550
83.0
5000 LA L L L L L L L
270 1110 153.0 8.80 9.00 9.20 9.40
| m/z 125.10 65.88%
‘ ‘ ‘ ‘ 97.0 140.0
..,.“.,..”,..”,J.Jq.J..L.J.ﬂ:..pnhh,”..,u..}aé.o.”.l..“ U LTV
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance
69.0
R R mm o
83.0 8.80 9.00 9.20 9.40
5000 43.0 : m/z 83.10 63.70%
111.0
56.0 96.0 124.0 151.0
mmmrﬁmwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #27082: Cyclohexane, 1-ethyl-2-propyl- e BRREEEE
69.0 8.80 9.00 9.20 9.40
m/z 41.00 57.79%
5000 55.0 111.0
41.0 83.0 125.0
27\\0 ‘\‘ H ‘ M‘\ 97.0 | \‘ 154 0
e e e e e e e BRREEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40

8270-BF061918_.M Fri Jun 29 12:53:13 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 14 1,3-Hexadiene, 3-ethyl-2-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.15 4.65 ng 121312 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Hexadiene. 3-ethvl-2-methvl-... 124 C9H16 074752-97-9 64
2 3.5-Octadien-2-one 124 C8H120 038284-27-4 47
3 3.5-Octadien-2-one. (E.E)- 124 C8H120 030086-02-3 47
4 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 46
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 43

Abundance Scan 1158 (9.148 min): BF106921.D (-1157) (-) m/z 95.10 100.00%
08.1
5000 55.0 69.1 81.1
41.0
10911241 TT TT T T T T TT LELELELEN BLEL N B B
||| ol 13711500 168.1 8.80 9.00 9.20 9.40
RN 1 P11 M 1 T 1 T 1 m/z 55.00 39.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10721: 1,3-Hexadiene, 3-ethyl-2-methyl-, (2)-
67.0 95.0
124.0
41.0 550
5000 ||||||||||||||||||||||||
81.0 109.0 8.80 9.00 9.20 9.40

29.0 m/z 69.10 38.97%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance

95.0

43.0 .
8.80 9.00 9.20 9.40

5000 81.0 m/z 81.10 38.63%

124.0
27.0 55.0 70 109.0

wmmmwrmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10522: 3,5-Octadien-2-one, (E,E)- R e e
95.0 8.80 9.00 9.20 9.40

43.0 m/z 41.00 24 .46%

81.0

5000

124.0
Toere || | 0
: ! !

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

8.80 9.00 9.20 9.40

8270-BF061918_.M Fri Jun 29 12:53:14 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-n-Heptylfuran Concentration Rank 4

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

9.21 12.25 ng 319402 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-n-Heptvlfuran 166 C11H180 003777-71-7 59
2 Bicvclol2.2_.1Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 49
3 N.N"-DimethvI-N.N"-bis(furfurvl)... 234 C13H18N202 101264-94-2 47
4 2.4-Octadienal. (E.E)- 124 C8H120 030361-28-5 43
5 di-t-Butylacetylene 138 C10H18 017530-24-4 42

Abundance Scan 1169 (9.213 min): BF106921.D (-1164) (-) m/z 81.10 100.00%
81.1
5000
e ok sbo 5% 540 350
1. 141.1 : : : : :
ol 28 m/z 95.10 38.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #35024: 2-n-Heptylfuran
81.0
5000 AR AR AN RS L
880 9.00 9.0 9.40 9.60
m/z 69.10 23.81%
21.0 \\53\0 I ‘ ‘1090 \1370 1650
mz> 2 4 6 80 100 130 140 180 180 200 230
Abundance
81.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 80.00 23.71%
41.0 152.0
63 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #88921: N,N'-Dimethyl-N,N*-bis(furfuryl)methylenediamine B Rt S S
81.0 8.80 9.00 9.20 9.40 9.60
m/z 41.00 22.61%
5000 124.0
53.0
270 | 1, | | | 1470 1740 234.0
m/z--> ﬁo 45 60 80 160 120 140 160 180 200 220 880 9.00 9.20 9.40 9.60

8270-BF061918_.M Fri Jun 29 12:53:15 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.65 Concentration Rank 15

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

9.65 5.13 ng 133877 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 45
2 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 43
3 Meauinol 124 C7H802 000150-76-5 43
4 2-Cyclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 43
5 Cyclopentanecarboxaldehyde, 2-me... 124 C8H120 1000154-24-0 35

Abundance Scan 1243 (9.648 min): BF106921.D (-1241) (-) m/z 55.00 100.00%
1
5000
39 e
139.1 167.1 183.0 9.40 9.60 9.80 10.00
m/z 81.10 89.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10574: 2-Cyclopenten-1-one, 3,4,5-trimethyl-
109.0
124.0 T
5000 81.0 9.40 9.60 9.80 10.00
41.0 m/z 109.10 88.27%
"'l"'WM'J'?$9'W“'"|'”'w""|"'w""|"'w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81.0
109.0 R SR L IR B
43.0 124.0 9.40 9.60 9.80 10.00
5000 m/z 41.10 71.90%
27.0 65.0
miz-> 20 40 60 80 100 120 140 160 180
Abundance #10408Mequmol LI L L B B BB
109.0494 9.40 9.60 9.80 10.00
81.0 m/z 69.10 62 .86%
5000
53.0
27.0
”'I”h'ﬂ"u'HL"I"'W"M'IL"I"”I""P"'I R SR L IR B
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 1000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown9.94 Concentration Rank 7

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

9.94 7.65 ng 199614 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole. 5-12-(Caminocarbonvl)e... 139 C6H9N30 040160-23-4 41
2 Cvclohexene. 1-methvl-3-vinvloxv- 138 C9H140 100144-30-7 41
3 Cvclohexene. 4-methyl-1-(l-methy... 138 C10H18 000500-00-5 38
4 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 000554-59-6 38
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000619-52-3 35

Abundance Scan 1293 (9.942 min): BF106921.D (-1288) (-) m/z 95.10 100.00%
5000
9.60 9.80 10.00 10.20
m/z 81.10 67.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17735: Imidazole, 5-[2-(aminocarbonyl)ethyl]-
95.0
5000 SRR SN AR
1300 9.60 9.80 10.00 10.20
. 0
4#0 6?0 ‘ 12?0 m/z 55.00 52.48%
o " . ] | |
m/z--> 25 Jo eb éo 160 150 150 1éo 1§o 260
Abundance
670 T SRR S UM AR
9.60 9.80 10.00 10.20
5000 m/z 67.05 46 .86%
41.0
25,0 111.0 1380
m/z--> 25 Jo eb éo 100 150 150 1éo 1§o 260
Abundance #16985: Cyclohexene, 4-methyl-1-(1-methylethyl)- B e e N R
95.0 9.60 9.80 10.00 10.20
m/z 41.00 43.81%
5000 67.0
41.0
138.0
.1.5‘..?.‘2‘. T .“‘,“..‘.‘w,..‘.1.2,]J:0...“,....,....,....,.... I e o
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenol, 5-methoxy-2-(methox... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.58 4.52 ng 117910 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 5-methoxv-2-(methoxvmeth... 168 C9H1203 062849-09-6 64
2 2-Methoxvbenzvlamine 137 C8H11NO 006850-57-3 30
3 3-Methoxvbenzvlamine 137 C8H11NO 005071-96-5 27
4 Benzenemethanamine. 4-methoxv- 137 C8H11NO 002393-23-9 27
5 2(1H)-Pyridinone, 1-propyl- 137 C8H11NO 019006-63-4 25
Abundance Scan 1401 (10.577 min): BF106921.D (-1399) (-) m/z 136.10 100.00%
13b.1
5000
41.0 811
o [l o7 1070 1040 10000 10580
177.1 - : - .
ot 20282191\ 77 81.10  41.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #37323: Phenol, 5-methoxy-2-(methoxymethyl)-
136.0
108.0
168.0 R ot
5000 1020 10,40 10.60 10.80
m/z 137.15 33.62%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
136.0
10,20 10.40 10.60 10.80
5000 200 106.0 m/z 41.00 33.00%
77.0
51.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16722: 3-Methoxybenzylamine R ma e AR
136.0 10.20 10.40 10.60 10.80
m/z 67.00 31.64%
5000 30.0 106.0
77.0
0 bl
"'I""'Ia“ M‘h H -“H‘wl“l--‘l- ‘l............l....l.. NN
m/z--> 20 40 o 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 7.70 ng 167444 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Hexadecane 226 C16H34 000544-76-3 25
Abundance Scan 1646 (12.018 min): BF106921.D (-1643) (-) m/z 73.00 100.00%
43.0 730
5000 129.1 Myﬂwuik_wﬁwN,ﬂayww_-ﬁﬂhwﬂ,
o7 1 213.2 R
' 1571 1851 o q 202 11.80 12.00 12.20 12.40
4 m/z 43.00 85.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

5000 129.0 S —
83.0 11.80 12. OO 12. 20 12. 40

256.0 m/z 60.00 84 .54%
| hosp

157.0 1g50 213.0

N

m MM i | ‘ ‘ ‘ ! ‘ ) A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

73.0

SN
w
o

11.80 12.00 12.20 12.40

5000 m/z 57.10 66.52%
129.0
214.0
97.0 171.0
195.0
IR L B B AR S A RARR e a !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R B A ma
73.0 11.80 12.00 12.20 12.40
43.0 m/z 55.00 60.83%
5000 129.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106921.D

Aca On : 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 8.22 ng 155579 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 1974 (13.948 min): BF106921.D (-1972) (-) m/z 57.05 100.00%
57. .
143.0 234.1 284.2 13.60 13.80 14.00 14.20
el 200t m/z 83.10 95.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 RN AU BRI UG
29.0 13.60 13.80 14.00 14.20
' m/z 69.05 89.69%
N 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
1360 13.80 14.00 14.20
5000 111.0 m/z 43.00 89.51%
29.0
13901670 106.0  238.0266.0204.0 VJMW
mﬁmﬂm@mwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosy! formate A Ba T o
13.60 13.80 14.00 14.20
m/z 55.00 84 .49%
e va~wvwm~ﬂw~wvA\wﬂw-hh*vww¢
1390 167.0 106.0222.0  266.0294.03220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106921.D

Acq On 28 Jun 2018 15:30

Operator : JU/SJ

Sample : J3717-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.18 4.1 ng 82022 1 6.95 397240 20.0
unknown6.73 6.73 70.7 ng 1403550 1 6.95 397240 20.0
unknown8.34 8.34 5.9 ng 154403 2 8.24 527097 20.0
unknown8 .51 8.51 5.7 ng 149514 2 8.24 527097 20.0
Ethanone, 1-(2-fu... 8.58 5.3 ng 140897 2 8.24 527097 20.0
unknown8 .64 8.64 5.5 ng 145530 2 8.24 527097 20.0
unknown8.69 8.69 5.3 ng 138307 2 8.24 527097 20.0
unknown8.73 8.73 3.5 ng 91676 2 8.24 527097 20.0
Cyclohexane, ethe... 8.79 12.6 ng 332277 2 8.24 527097 20.0
unknown8.95 8.95 7.0 ng 185416 2 8.24 527097 20.0
unknown9 .00 9.00 5.3 ng 140577 2 8.24 527097 20.0
unknown9 .08 9.08 4.7 ng 124303 2 8.24 527097 20.0
1,3-Hexadiene, 3-... 9.15 4.7 ng 121312 3 10.00 521542 20.0
2-n-Heptylfuran 9.21 12.3 ng 319402 3 10.00 521542 20.0
unknown9 .65 9.65 5.1 ng 133877 3 10.00 521542 20.0
unknown9 .94 9.94 7.7 ng 199614 3 10.00 521542 20.0
Phenol, 5-methoxy... 10.58 4.5 ng 117910 3 10.00 521542 20.0
n-Hexadecanoic acid 12.02 7.7 ng 167444 4 11.49 434780 20.0
3-Eicosene, (E)- 13.95 8.2 ng 155579 5 14.14 378701 20.0
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