LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 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-BF081117.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 4.751 518 521 532 rBV3 22922 62286 2.10% 0.223%
2 5.428 632 636 658 rBV 474233 1150902 38.87% 4.119%
3 7.075 913 916 928 rBV 292208 680187 22.97% 2.434%
4 7.169 928 932 947 rVB 1221108 2050778 69.25% 7.340%
5 7.510 986 990 1012 rVB 362427 530542 17.92% 1.899%
6 7.745 1025 1030 1043 rBvV 1250918 1659926 56.05% 5.941%
7 8.339 1128 1131 1140 rBV3 43927 115296 3.89% 0.413%
8 8.422 1140 1145 1159 rvVv 957930 1523089 51.43% 5.451%
9 8.528 1160 1163 1170 rvv2 30779 53167 1.80% 0.190%
10 8.598 1170 1175 1181 rvv4 21420 35640 1.20% 0.128%
11 9.386 1302 1309 1314 rBV6 17679 38467 1.30% 0.138%
12 9.475 1320 1324 1328 rBV5 26371 45846 1.55% 0.164%
13 9.539 1330 1335 1340 rVvVv 500273 666839 22.52% 2.387%
14 9.604 1342 1346 1350 rVB5 40883 75022 2.53% 0.268%
15 9.804 1375 1380 1387 rBV10 14043 31113 1.05% 0.111%
16 9.875 1387 1392 1397 rBvVS8 21445 45731 1.54% 0.164%
17 10.028 1414 1418 1424 rBV6 49743 96658 3.26% 0.346%
18 10.086 1425 1428 1433 rVB4 63724 84977 2.87% 0.304%
19 10.157 1437 1440 1447 rVB5 37069 59794 2.02% 0.214%

20 10.239 1449 1454 1459 rBV 89693 193250 6.53% 0.692%

21 10.310 1461 1466 1473 rVVv7 73956 198981 6.72% 0.712%
22 10.380 1474 1478 1482 rVB6 61182 96195 3.25% 0.344%
23 10.480 1487 1495 1498 rBV6 68767 183614 6.20% 0.657%
24 10.622 1512 1519 1524 rBV7 92916 227697 7.69% 0.815%
25 10.675 1524 1528 1537 rVB5 97106 181644 6.13% 0.650%

26 10.775 1539 1545 1550 rBV6 91769 195154 6.59% 0.698%
27 10.833 1552 1555 1558 rVv2 37211 49364 1.67% 0.177%
28 10.998 1580 1583 1587 rBV5 72344 142215 4._80% 0.509%
29 11.316 1632 1637 1644 rVB 1596211 2196665 74.18% 7.862%
30 11.380 1645 1648 1651 rBv4 107721 174440 5.89% 0.624%

31 12.369 1812 1816 1819 rBV 351193 443314 14.97% 1.587%
32 12.657 1862 1865 1868 rBV4 163902 315992 10.67% 1.131%
33 13.674 2034 2038 2042 rVB 423972 549137 18.54% 1.965%
34 14.774 2222 2225 2229 rVB 247441 301579 10.18% 1.079%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 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-BF081117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.163 2286 2291 2296 rBV6 296975 755432 25.51% 2.704%

36 17.133 2622 2626 2630 rVB2 992399 1207095 40.76% 4._.320%
37 18.104 2788 2791 2794 rBV4 136026 233673 7.89% 0.836%
38 18.474 2851 2854 2860 rVB 382909 459872 15.53% 1.646%
39 19.015 2943 2946 2949 rBV5 123607 220405 7.44% 0.789%
40 19.439 3013 3018 3026 rVB5 740813 1344933 45.42% 4.813%

41 19.792 3073 3078 3087 rBv4 816598 1464636 49.46% 5.242%
42 20.009 3112 3115 3120 rBV6 109894 238470 8.05% 0.853%
43 20.139 3132 3137 3147 rVB3 1891106 2961247 100.00% 10.598%
44 20.280 3159 3161 3163 rBV2 63309 49137 1.66% 0.176%
45 20.474 3190 3194 3202 rVB 1067769 1567020 52.92% 5.608%

46 20.856 3253 3259 3270 rVB 1360360 2399285 81.02% 8.587%
47 21.292 3328 3333 3339 rVB 197747 355533 12.01% 1.272%
48 21.791 3414 3418 3426 rVB3 110898 228958 7.73% 0.819%

Sum of corrected areas: 27941197
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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\BF081117\

BF097612.D

12 Aug 2017 00:35

SJ/Ju

14631-04

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

N

TIC: BF097612.D

7.17 7.75

8.42

5.43

7.0 7.51

4.75 8.38580

0

T
Time-->

2.00

T T
8.00 8.50

I
7.50

T T T
6.00 6.50 7.00

T
4.00

T
2.50

T T N
3.00 3.50

T
9.00

4.50

I
5.00 5.50

Abundance

2000000

1500000

1000000

500000

0

994

TIC: BF097612.D

11.32

13.67

12.37

A

Time-->

9.50

16.00  16.50

15.00 15.50

14.00 14.50

1250 13.00  13.50

11.50 12.00

10.00 10.50  11.00

Abundance

2000000

1500000

1000000

500000

0

17.13

TIC: BF097612.D
2014

Time-->

17.00

23.50 24.00

22,50 23.00

21.50 22.00

20.00 20.50 21.00

19.00 19.50

17.50

18.00  18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknown7.17 Concentration Rank 1

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

7.17 77.31 ng 2050780 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 932 (7.169 min): BF097612.D (-928) (-) m/z 132.00 100.00%
13p.0
96.1 S I I
400 540 | 6.80 7.00 7.20 7.40 7.60
o B Y Y1 AR =X O =X I m/z 68.05 39.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR R
6.80 7.00 7.20 7.40 7.60
2.0 510 m/z 134.00 32.37%
0'W'”'P'”I”'“'”'M'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.80 7.00 7.0 7.40 7.60
5000 m/z 66.00 25.84Y%
33.0 44.0 105.0
. 560 0 | 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LIRS B
132.0 680 700 720 740 760
m/z 69.05 15.22%
5000
104.0
ol 140 270 300 510 080 770 g90 || uso M
m/z--> 15 25 §0 45 55 éo 75 85 do 160 1i0 150 1§0 140 680 760 750 7Zo 760
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl10.03 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.03 2.90 ng 96658 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furfural 96 C5H402 000098-01-1 46
2 R(-)-1-Cvano-2-methvlpvrrolidine 110 C6H10N2 1000145-01-8 43
3 L-Histidine. 1-methvl- 169 C7H11N302 000332-80-9 43
4 1H-Pvrazole. 3.4-dimethvl- 96 C5H8N2 002820-37-3 43
5 o-Menth-8-ene 138 C10H18 015193-25-6 41
Abundance Scan 1418 (10.028 min): BF097612 D (-1414) (-) m/z 41.00 100.00%
5000
"' '9.80 10,00 10.20 1040
(o} m/z 95.10 91.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2736: Furfural
39.0 96.0
5000 LR UL SULRLLE SO B
9. 80 10. oo 10 20 10 40
m/z 96.05 84 .65%
wk “M 53.0 67.0
L B UL UL BRI B
m/z--> 20 40 60 80 100 120 140 160
Abundance
95.0
410 50 10,00 10.20 1040
5000 68.0 110.0 m/z 55.00 79.33%
54.0
L L L S UL UL BRI B
m/z--> 20 40 60 80 100 120 140 160
Abundance #37660: L-Histidine, 1-methyl- REmaEES RS S
95.0 9.80 10.00 10.20 10.40
m/z 69.10 61.53%
5000
28.0 42.0 68.0
0 15\9 Al M“\‘ Ml “. 8]""‘0 | 108.0 1240 152.0 169.0
m/z--> ﬁo Jo eb éo 160 150 150 1éo ' 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_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 Benzeneacetic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.24 5.80 ng 193250 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 90
2 p-Methvlbenzeneboronic acid 136 C7H9BO2 005720-05-8 59
3 Benzoic acid. 4-methvl- 136 C8H802 000099-94-5 53
4 Phenvlacetic acid. pent-2-en-4-v... 200 C13H1202 1000292-61-1 50
5 Benzyl 2-chloroethyl sulfone 218 C9H11CIl02S 066998-67-2 47
Abundance Scan 1454 (10.239 min): BF097612.D (-1449) (-) m/z 91.05 100.00%
91.0
5000
136.0
39'051-065|'0771| 109.1 124.1 149.1 166.1 10,00 10.20 10.40 10,60
OHV'“v“L““H'“NWWHJPHJFWWH“ﬁ'“VJWH'WH“ﬁ“w'“ﬁ“' m/z 136.00 28.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16280: Benzeneacetic acid
91.0
5000
136.0 10.00 10.20 10.40 10.60
65.0 m/z 92.10 17.06%
0 510|770 1050118.0
m/z--> ﬁo 35 45 éo eb 75 éo gb 100 110 120 150 110 1%0 1éo 1%0
Abundance
91.0
136.0 10.00 10.20 10.40 10.60
5000 m/z 65.05 15.77%
45.0 65.0
27.0 77.0 103.0 117.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16288: Benzoic acid, 4-methyl-
91.0 10.00 10.20 10.40 10.60
m/z 39.00 11.57%
1190 1360
5000
39.0 6a0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl10.31 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.31 5.97 ng 198981 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvridinol-1-oxide 111 C5H5NO2 006602-28-4 43
2 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160 003588-18-9 38
3 Bicvclol3.1.0lhexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 38
4 2-l1sopropvlimidazole 110 C6H10N2 036947-68-9 38
5 4-Pyridinol 95 C5H5NO 000626-64-2 35
Abundance Scan 1466 (10.310 min): BF097612.D (-1461) (-) m/z 95.10 100.00%
94.1
41.1 69.0

5000

152.2 LB L

125.1137.1 10.00 10.20 10.40 10.60

0 m/z 69.05 71.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6065: 3-Pyridinol-1-oxide
95.0 111.0
5000 39.0 55.0 L I L
: 10.00 10.20 10.40 10.60
27.0 30 m/z 41.10 67.75%
82.0
0 ...,1.4.9,..1‘!“... H” Ml.,.... SN N [ ———
m/z--> 10 20 30 40 5 0 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
R R REEREEEE R
10.00 10.20 10.40 10.60
5000 m/z 109.10 54 _97%
67.0
41.0
109.0 137.0 152.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl- e R EmmaT
95.0 10.00 10.20 10.40 10.60
m/z 55.00 48 _36%
67.0
5000
55.0
41.0 82.0 110.0
IS | PP | AN ST | T R —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl10.38 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.89 ng 96195 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. N-cvclohexvl- 155 C9H17NO 001126-56-3 27
2 Methvl isovalerate 116 C6H1202 000556-24-1 25
3 1.2.3.4-Hexadecanetetrol. T2R-(2... 290 C16H3404 136953-06-5 12
4 6-Heptenoic acid. methvl ester 142 C8H1402 001745-17-1 12
5 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 10
Abundance Scan 1478 (10.380 min): BF097612.D (-1474) (-) m/z 74.00 100.00%
74.0
109.1
5000 41.0
137.1 NN BUSR SUNERE I
170.1 10.00 10.20 10.40 10.60
0 m/z 109.10 62.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28140: Propanamide, N-cyclohexyl-
74.0
5000 USSR R R
10 00 10. 20 10 40 10.60
29.0 155.0 m/z 41.00 41.90%
0 l \11 Ll 99\0 126.0
m/z--> 25 4b eb éo 160 150 150 1éo 1éo 260 250 240 2éo 2éo '
Abundance
410 740
10.00 10.'20 10.'40 10.|60 '
5000 m/z 57.05 41 .38%
150 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136136: 1,2,3,4-Hexadecanetetrol, [2R-(2R*,35*,4S*)]- IR e o e e
74.0 10.00 10.20 10.40 10.60
m/z 43.00 38.82%
5000
43 0 97.0
Obrrerd Ll i, 1280 1520177, 01990 2290 2550  291.0
m/z--> 25 4b eb éo 160 150 140 160 180 200 220 240 2éo 2éo ' 1000 1020 1040 1060 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl10.48 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.48 5.51 ng 183614 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 3-cvclopropvlpropanoate 128 C7H1202 062021-34-5 27
2 4-Methvl-thiazolidine-2-thione 133 C4H7NS2 1000143-27-4 22
3 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 12
4 3-Hexene. 2.4-dimethvl- 112 C8H16 082085-14-1 10
5 Succinamic acid 117 C4H7NO3 000638-32-4 10
Abundance Scan 1495 (10.480 min): BF097612.D (-1487) (-) m/z 55.00 100.00%
5000
1020 10.40 10.60 10.80
o} m/z 41.10 85.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12259: Methyl 3-cyclopropylpropanoate
74.0
41.0
5000 55.0 SRR SUNILR UL B
10.20 10.40 10.60 10.80
97.0 113.0 m/z 74.00 82 .45%
R A
0'"I""IM"MW'MH“lll'IW"'”I'l"I""I""I
m/z--> 20 40 60 80 100 120 140 160
Abundance
41.0
133.0
74.0 SRR SN U B
10.20 10.40 10.60 10.80
5000 m/z 69.00 61.24%
59.0
87.0 118.0
L L B L UL B A S
m/z--> 20 40 60 80 100 120 140 160
Abundance #39524: Nonanoic acid, methy! ester AR EREEE RS
74.0 10.20 10.40 10.60 10.80
m/z 109.10 55.06%
5000 87.0
41.0
ol 20 ] PL | womomse | 40 172.0
m/z--> 20 40 60 80 100 120 140 160 ' 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl10.62 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.62 6.83 ng 227697 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-2-pentvl acetate 144 C8H1602 000108-84-9 35
2 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 25
3 3-Ethvl-2-methvl-1-heptene 140 C10H20 019780-60-0 14
4 1-Ethvl-5-methvlcvclopentene 110 C8H14 097797-57-4 14
5 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 14

Abundance Scan 1519 (10.622 min): BF097612.D (-1512) (-) m/z 55.00 100.00%

410 5 )

5000

10.40 10.60 10.80 11.00
m/z 69.10 99.62%

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #20885: 4-Methyl-2-pentyl acetate
43.0
69.0
5000 870 LA B L L L L L LB
10.40 10.60 10.80 11.00
m/z 81.05 91.64%
150 270 ?ﬂ | 1020 129.0 144.0
T T T T R T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
81.0 RN e R R AR
10.40 10.60 10.80 11.00
5000 40 o 690 m/z 41.00 88.90%
' ' 108.0
152.0
27.0
ol 150 123.0 137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18013: 3-Ethyl-2-methyl-1-heptene BEEmEEEs
55.0 69.0 84.0 10.40 10.60 10.80 11.00
m/z 95.10 83.41%
5000 41.0
29.0
0 H ‘H‘ I ‘ \‘\ 97\\0 111.0 140.0
AR e L n e E a  E n  RARARRRARNRRRRARY RN e R R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10. 40 10.60 10.80 11.00

8270-BF081117.M Mon Aug 14 15:32:26 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 trans,trans-3,5-Heptadien-2... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.67 5.45 ng 181644 Naphthalene-d8 9.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 50
2 5.5-Dimethvl-1.,3-hexadiene 110 C8H14 001515-79-3 50
3 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 50
4 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 50
5 2-Nonyne 124 C9H16 019447-29-1 50
Abundance Scan 1527 (10.669 min): BF097612.D (-1524) (-) m/z 95.10 100.00%
95.1
55.0 81.0 111.1
5000 410
69.1
| ” | 1231 1364 10,40 10,60 10.80 11.00
Obrrprrrr e e bt b el W TS Tm/z 55.00 61.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5858: trans,trans-3,5-Heptadien-2-one
95.0
67.0
5000 LI UL SULRLN SR BRI
41.0 110.0 10,40 10.60 10.80 11.00
m/z 81.05 59.33%
15.0 217.0 530 | 83.0 ‘
S A AR AR RRARA RARRS RRARA RARRS AR RARAS RALR) RARRS SRS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95.0
67.0 SRR SUNIA SR B
10.40 10.60 10.80 11.00
5000 m/z 111.10 58.72%
41.0 55.0 110.0
79.0
. 150 270
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5982: 1,3-Dimethyl-1-cyclohexene AR EaEEE S
95.0 10.40 10.60 10.80 11.00
m/z 110.10 57.21%
5000
67.0
110.0
55.0 82.0
27MO 4‘]‘-0 \‘ | | Ll
S A AR AR RRARA NSRS RRARA RARAS AR RARAS RALR) RARRS SRR RARRS SRR SUNIA SRR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00

8270-BF081117.M Mon Aug 14 15:32:27 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl10.77 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.77 5.85 ng 195154 Naphthalene-d8 9.54

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-n-decvlcvclohexane 252 C18H36 086710-36-3 43
2 Methoxvacetic acid. 2-ethvlcvclo... 200 C11H2003 1000282-69-7 35
3 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 020309-77-7 35
4 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 35
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 35

Abundance Scan 1544 (10.769 min): BF097612.D (-1539) (-) m/z 69.05 100.00%

5000

10.40 10.60 10.80 11.00

0 m/z 55.00 62.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104200: 1,3-Dimethyl-5-n-decylcyclohexane
69.0 111.0
5000 LA L L L L LB L
43.0 10.40 10.60 10.80 11.00
140.0 m/z 41.05 60.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69.0
R RN EEEEE
111.0 10.40 10.60 10.80 11.00
5000 450 m/z 95.10 52.15%
0 26.0 91.0 131.0
R A AR B e e L  ERRRERRREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11630: Cyclopentane, 1,1,3,4-tetramethyl-, trans- R RN EEEEE
41.0 69.0 10.40 10.60 10.80 11.00
' 111.0 m/z 125.10 38.88%
5000
0.,”..M..W.J”,@EQ,”lw..”,.”.,”....” S — s e —
m/z--> 20 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00

8270-BF081117.M Mon Aug 14 15:32:27 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl1l1l.00 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.00 6.42 ng 142215 Acenaphthene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-5-trifluoroacetoxvc... 224 C10H15F302 1000216-63-7 35
2 5-MethvIl-5-hexen-3-vn-2-ol 110 C7H100 068017-33-4 15
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 14
4 2-Propenoic acid., 2-methvl-. hex... 170 C10H1802 000142-09-6 14
5 Cyclopentene, 1-isopropyl-4,5-di... 138 C10H18 007712-74-5 14
Abundance Scan 1583 (10.998 min): BF097612.D (-1580) (-) m/z 69.10 100.00%
41.0 69.1
95.1
55.0 109.1
5000
10.60 10.80 11.00 11.20 11.40
o} m/z 41.05 88.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #80474: 1,3-Dimethyl-5-trifluoroacetoxycyclohexane
95.0
41.0 69.0
5000 550 LRI SURIURE SN
- 10.60 10.80 11.00 11.20 11.40
110.0 m/z 95.10 74 .19%
o UL 10 1ssoisroisio
miz--> 20 40 60 80 100 120 140 160 180
Abundance
95.0
430 670 10.60 10.80 11.00 11.20 11.40
5000 m/z 109.10 63.90%
27.0 109.0
81.0
e B L L UL UL L UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #1514: 2-Pentene, 3-methyl-, (2)- A EEE R
41.0 69.0 10.60 10.80 11.00 11.20 11.40
' m/z 55.00 61.13%
5000 55.0
84.0
27.0
0"'I'M'Jw”whl'““'l“"W""I""I'”'I""I" LRI SURIUSE SN
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20 11.40

8270-BF081117.M Mon Aug 14 15:32:28 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl11l.38 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.38 7.87 ng 174440 Acenaphthene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Dimethvl-4-methvlenecvclohexane 124 C9H16 006007-96-1 46
2 2-Cvclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 46
3 p-Fluoroethvlbenzene 124 C8H9F 000459-47-2 46
4 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 46
5 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 43
Abundance Scan 1648 (11.380 min): BF097612.D (-1645) (-) m/z 109.10 100.00%
109.1
43.0 69.1
5000

11.00 11.20 11.40 11.60

137.1151.1 166.1

01 m/z 43.00 58.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10718: 1,1-Dimethyl-4-methylenecyclohexane
67.0 109.0
95.0
41.0
5000 810 1240 [TTrr[rrrr[rrrryrrror|m

11.00 11.20 11.40 11.60
m/z 55.00 57.90%

,.Fﬁ?,... h“

0 SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
109.0
R B AR M n
11.00 11.20 11.40 11.60
81.0
m/z 41.10 55.25%
5000 124.0
40.0 53.0 67.0 96.0
o} SRR 2 S NC WS RN MRS N
m/z--> 20 40 60 80 100 120 140 160
Abundance #10600: p-Fluoroethylbenzene A B b
109.0 11.00 11.20 11.40 11.60
m/z 69.10 54.79%
5000
83.0 124.0
27.0 51.0 " 096.0
o240 e, e —
m/z--> 20 40 60 80 100 120 140 160 11. OO 11. 20 11.40 11.60

8270-BF081117.M Mon Aug 14 15:32:28 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Bicyclo[4.1.0]heptane, 3,7,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 14.26 ng 315992 Acenaphthene-d10 12.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.1.01lheptane. 3.7.7-tri... 138 C10H18 006069-97-2 60
2 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 004755-33-3 49
3 4-Acetvl-1-methvlcvclohexene 138 C9H140 006090-09-1 49
4 Cvclohexene. 4-methvl-1-(1-methv... 138 C10H18 000500-00-5 46
5 Cyclohexene, 3-methyl-6-(1-methy... 138 C10H18 005256-65-5 46
Abundance Scan 1866 (12.663 min): BF097612.D (-1862) (-) m/z 55.00 100.00%
5
5000
39, N
I 163.1178.2 1961 12.40 12.60 12.80 13.00
Ol : m/z 41.10 87.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17020: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(L1.al...
41.0 67.0 95.0
5000 LU IR BN SUULLN SRR
12.40 12.60 12.80 13.00
m/z 95.10 79.25%
0 |
0||||2|6|||‘N|||‘|‘|“‘::“lu|‘|“||||‘|||‘|||||||||||||||||||||
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
55.0 95.0
1240 1260 12.80 13.00
5000 a0l m/z 109.10 75.58%
1 123.0
79.0 138.0
S S S S S0 UL L WL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17558: 4-Acetyl-1-methylcyclohexene e  RRRaE Bam s
43.0 95.0 12.40 12.60 12.80 13.00
' 138.0 m/z 81.10 71.98%
5000 67.0 123.0
27.0 ‘ ‘
0..‘. .H“‘ ...H‘ .“‘|.‘.‘..|l...‘|....|....|....|. R B
m/z--> 100 120 140 160 180 200 12.40 12.60 12.80 13.00

8270-BF081117.M Mon Aug 14 15:32:29 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 1,2-Di-but-2-enyl-cyclohexane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.16 50.10 ng 755432 Phenanthrene-d10 14.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Di-but-2-envl-cvclohexane 192 C14H24 1000188-05-3 50
2 Cvclohexane. 1.1.2-trimethvl-3.5... 206 C15H26 062337-96-6 48
3 .alpha.-Bulnesene 204 C15H24 1000374-19-9 47
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 46
5 4-Ethenylhexahydro-4,7a-dimethyl... 194 C12H1802 086003-24-9 44

Abundance Scan 2291 (15.163 min): BF097612.D (-2286) (-) m/z 41.10 100.00%
431 95.1
67.0 123.1
5000 149.2
179.1 UL U SN B
207.2 2342 14.80 15.00 15.20 15.40
01 m/z 55.05 94 .84%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54696: 1,2-Di-but-2-enyl-cyclohexane
81.0
55.0
121.0
5000 N SRR SRR UL BRI B
150.0 14.80 15.00 15.20 15.40
m/z 95.10 80.98%
29.0 ‘
0 |....luuu‘l|.‘...““..‘l‘.‘|.‘l‘..‘H...h‘ ”‘\” ‘ll|||fl-|9|2|0|||||||||||||||
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41.0
107.0 14.80 15.00 15.20 1540
5000 67.0 m/z 43.00 62.47%
163.0
135.0 1910
0 85.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64321: .alpha.-Bulnesene R AR EEEEE T
410 107.0 14.80 15.00 15.20 15.40
: m/z 81.10 60.47%
79.0
5000 135.0 189.0
1y Whw
0 IH‘ ‘M ‘ H ‘IMH‘H \‘ .‘.‘..l“...‘.l..‘...‘...l....l....l SN
m/z-> 20 100 120 140 160 180 200 220 240 14.80 15.00 15.20 15.40

8270-BF081117.M Mon Aug 14 15:32:29 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknownl18.10 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.10 10.16 ng 233673 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2-trimethvl-3.5... 206 C15H26 062337-97-7 25
2 (4-Fluorophenvl)acetone 152 C9H9FO 000459-03-0 25
3 Methvl 5.12-octadecadienoate 294 C19H3402 1000336-43-1 25
4 Silane. chlorodiethvl(dodec-9-vn... 302 C16H31CIOSi 1000363-59-2 25
5 Cyclopropa[c,d]pentalene-1,3-dio... 232 C15H2002 094609-18-4 25
Abundance Scan 2790 (18.098 min): BF097612.D (-2788) (-) m/z 43.00 100.00%
43.0
95.1
67.1
5000 1231 1621
203.1 e A B
5.1 574 2300.1376 1 17.80 18.00 18 20 18.40
0 m/z 55.00 93.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66228: Cyclohexane, 1,1,2-trimethyl-3,5-bis(1-methylethen...
41.0
107.0
5000 6r.0 LR BN SURRURA SR BUN
17.80 18.00 18.20 18.40
35.0 163.0 191.0 m/z 41.10 74.74%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
o 7780 16100 1820 1840
5000 109.0 ' m/z 95.10 73.12%
75.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139679: Methyl 5,12-octadecadienoate B B A Eame
67.0 17.80 18.00 18.20 18.40
95.0 m/z 109.10 72.09%
5000
123.0 150.0

178.0  220.0245.0 294.0

: T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40

8270-BF081117.M Mon Aug 14 15:32:30 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 (-)-Isolongifolol, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.02 9.59 ng 220405 Chrysene-di12 18.47

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 52
2 Ethanone. 1-(2.3-dihvdro-5.7-din... 251 C10H9N305 062796-78-5 25
3 E-8-Methvl-9-tetradecen-1-ol ace... 268 C17H3202 1000130-81-4 25
4 Cvclopentaneacetic acid. 3-oxo0-2... 224 C13H2003 042536-97-0 22
5 5,6,6-Trimethyl-5-(3-oxobut-1-en... 236 C14H2003 1000192-73-9 18

Abundance Scan 2947 (19.021 min): BF097612.D (-2943) (-) m/z 55.00 100.00%

5000

297.2 3262554 g 18.80 19.00 19.20 19.40
; m/z 41.10 84 .54%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #90905: (-)-Isolongifolol, methy! ether

.0

5000

48.0 189.0 18. 80 19. OO 19. 20 19. 40
' m/z 43.00 76.98%
ol B T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
209.0 e
18.80 19.00 19.20 19.40
5000 m/z 67.00 51.06%
89.0 117.0 179.0
0 146.0 251.0
m/z--> 50 100 150 200 250 300 350
Abundance #117492: E-8-Methyl-9-tetradecen-1-ol acetate N B B !
43.0 18.80 19.00 19.20 19.40
m/z 91.10 A45.77%
5000 71.0
} M } 137 0 193.0 225.0 2g3.0
bty M” 0 e sl
m/z--> 200 250 300 350 18. 80 19. OO 19. 20 19. 40

8270-BF081117.M Mon Aug 14 15:32:30 2017 Page: 18



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Trichloroacetic acid, penta... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.44 9.08ng 1344930  Perylene-d12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 70
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 70
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 70
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 70

5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 70
Abundance Scan 3018 (19.439 min): BF097612.D (-3013) (-) m/z 57.10 100.00%
57.1
5000 97.1 173.2 ~M¥/\~”§-ﬂ—uj\h/\*ﬁA~w/\M/\
19.20 19.40 19.60 19.80
224.2 . : . : :
oL 260.1 8151 3551 m/z 43.05 98.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 LIRS
19.20 19.40 19.60 19.80
0
25.0 m/z 55.00 68 .45%
” J\h\\\ 182.0
0 At
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
e e e R N R
97.0 19.20 19.40 19.60 19.80
5000 m/z 83.10 46.84%
169.0
0 137.0 238.0 283.0 434.0
L e o e oo L B e o e o LS A i
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R EEAEEEEm s
57.0 19.20 19.40 19.60 19.80
m/z 173.15 45 _.65%
97.0
B J_JL
oL L4l ‘ | 11290 1m0 2380 230 384.0
T e o o LB e s e e B R B E R e
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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-Hexadecanol, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.79 9.89 ng 1464640 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 86
4 1-Tricosene 322 C23H46 018835-32-0 81
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 81
Abundance Scan 3078 (19.792 min): BF097612.D (-3073) (-) m/z 57.05 100.00%
57.0
5000 97.1 I\ \
NN RN
19.40 19.60 19.80 20.00 20.20
ol 255.2 296.2 341.1 410.4 m/z 43.05 98 06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107668: 1-Hexadecanol, 2-methyl-
57.0
5000 SRR AR R SRR BN
97.0 1940 19.60 19.80 20.00 20,20
‘ ‘ m/z 55.00 71.11%
oL Al we0 weozmo
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 19.40 10,60 19.80 20.00 20.20
5000 m/z 83.05 48.25%
S .,1??'?. 2380 2830 4340
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)- AN Ea B
57.0 19.40 19.60 19.80 20.00 20.20
m/z 41.10 45_15%
5000 97.0 ~kw/\MNV&NANNj\wghkPWVJ\NA)
196.0
m/z--> 50 100 150 200 250 300 350 400 1940 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Eicosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.47 10.58 ng 1567020 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 76
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 76
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 76
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 76
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 76
Abundance Scan 3193 (20.468 min): BF097612.D (-3190) (-) m/z 57.10 100.00%

5000

20.20 20.40 20.60 20.80

279.1311.1 356.1

0 m/z 43.05 94 .92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209361: Eicosyl trifluoroacetate
57.0
97.0
5000 LA L L L L L L

20 20 20. 40 20. 60 20 80
m/z 55.05 62 .54%

L \‘ A a 11820 2240 26800 9250 S76.0

0.“.‘.‘,“ N T S i o s e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R EAREsEEassme e
97.0 20.20 20.40 20.60 20.80
5000 m/z 71.05 43.60%
169.0
0 137.0 238.0 283.0 434.0
LA e oo e e e e e e L L e s O B m
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester B e e A Rman
57.0 20.20 20.40 20.60 20.80
m/z 83.10 42.63%
97.0
5000
ol ‘ ‘ }390 1820 2380 2830 384.0
m/z--> 50 100 150 200 250 300 350 400 20 20 20. 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081117\
Data File : BF097612.D

Aca On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Heptadecyl acetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 16.20 ng 2399290 Perylene-di12 20.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl acetate 298 C19H3802 000822-20-8 89
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 89
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 89
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 76
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 76
Abundance Scan 3260 (20.862 min): BF097612.D (-3253) (-) m/z 57.05 100.00%
57.0
5000 l
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
20.60 20.80 21.00 21.20
o 269.1 3532 m/z 43.05 89.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143135: Heptadecyl acetate
43.0
83.0
5000 USRI PN SR B
20.60 20.80 21.00 21.20
05 0 2380 m/z 55.05 61.90%
oL, Hiny ﬁ,n,\l les0 30
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
20,60 20.80 21.00 2120
5000 97.0 m/z 229.15 52.36%
oL 100 0w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate e AEEE R
57.0 20.60 20.80 21.00 21.20
m/z 83.10 41.88%
97.0
5000
REREEER S l |, o0 2380 2830 4340
m/z--> 50 100 150 200 250 300 350 400 450 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081117\
Data File : BF097612.D

Acq On : 12 Aug 2017 00:35

Operator : SJ/JU

Sample : 14631-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .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]
unknown7 .17 7.17 77.3 ng 2050780 1 7.51 530542 20.0
unknown10.03 10.03 2.9 ng 96658 2 9.54 666839 20.0
Benzeneacetic acid 10.24 5.8 ng 193250 2 9.54 666839 20.0
unknown10.31 10.31 6.0 ng 198981 2 9.54 666839 20.0
unknown10.38 10.38 2.9 ng 96195 2 9.54 666839 20.0
unknown10.48 10.48 5.5 ng 183614 2 9.54 666839 20.0
unknown10.62 10.62 6.8 ng 227697 2 9.54 666839 20.0
trans,trans-3,5-H... 10.67 5.5 ng 181644 2 9.54 666839 20.0
unknown10.77 10.77 5.8 ng 195154 2 9.54 666839 20.0
unknownl11.00 11.00 6.4 ng 142215 3 12.37 443314 20.0
unknownl1l.38 11.38 7.9 ng 174440 3 12.37 443314 20.0
Bicyclo[4.1.0]hep... 12.66 14.3 ng 315992 3 12.37 443314 20.0
1,2-Di-but-2-enyl... 15.16 50.1 ng 755432 4 14.77 301579 20.0
unknown18.10 18.10 10.2 ng 233673 5 18.47 459872 20.0
(-)-Isolongifolol... 19.02 9.6 ng 220405 5 18.47 459872 20.0
Trichloroacetic a... 19.44 9.1 ng 1344930 6 20.14 2961250 20.0
1-Hexadecanol, 2-... 19.79 9.9 ng 1464640 6 20.14 2961250 20.0
Eicosyl trifluoro... 20.47 10.6 ng 1567020 6 20.14 2961250 20.0
Heptadecyl acetate 20.86 16.2 ng 2399290 6 20.14 2961250 20.0
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