LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On > 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 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-BF092317.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 2.175 10 15 22 rVB 159223 222665 7.04% 0.778%
2 3.445 228 231 248 rBV 27970 86736 2.74% 0.303%
3 5.104 509 513 528 rVB 472089 646703 20.45% 2.260%
4 5.498 575 580 583 rBVY 3072426 3162218 100.00% 11.051%
5 6.504 745 751 754 rBVY 2744291 3023746 95.62% 10.567%
6 6.645 770 775 778 rBVY 3263322 3109806 98.34% 10.868%
7 6.875 809 814 817 rBV 865950 715144 22.62% 2.499%
8 7.004 831 836 837 rBV 34608 37158 1.18% 0.130%
9 7.033 837 841 844 rVB 2536757 2321516 73.41% 8.113%
10 7.439 904 910 913 rBVY 1971433 1855139 58.67% 6.483%
11 7.516 918 923 929 rBV 30368 38479 1.22% 0.134%
12 8.051 1010 1014 1019 rBvV2 41478 34708 1.10% 0.121%

13 8.157 1028 1032 1034 rBV 930039 811034 25.65% 2.834%
14 9.227 1208 1214 1217 rBV 2744310 2366531 74.84% 8.271%
15 9.621 1277 1281 1284 rBV 514063 426038 13.47% 1.489%

16 9.821 1309 1315 1319 rBV3 20914 34918 1.10% 0.122%
17 9.910 1326 1330 1333 rBvV 829124 684325 21.64% 2.392%
18 10.698 1460 1464 1467 rBV 1340488 1145169 36.21% 4.002%
19 10.804 1479 1482 1488 rBV2 42421 67748 2.14% 0.237%
20 11.398 1579 1583 1585 rBV 646531 573508 18.14% 2.004%

21 11.416 1585 1586 1589 rVB 99012 77312 2.44% 0.270%
22 11.610 1616 1619 1625 rBv4 31513 42285 1.34% 0.148%
23 12.010 1684 1687 1689 rBV2 32671 34487 1.09% 0.121%

24 12.615 1787 1790 1792 rBV 196615 163541 5.17% 0.572%
25 12.839 1823 1828 1834 rVB 184543 185023 5.85% 0.647%

26 12.980 1848 1852 1855 rVB 1940180 1671642 52.86% 5.842%
27 13.662 1965 1968 1973 rVB2 93530 98140 3.10% 0.343%
28 13.862 1999 2002 2009 rVB 326154 339314 10.73% 1.186%
29 14.033 2026 2031 2034 rBV 783580 771434 24 _.40% 2.696%
30 14.057 2034 2035 2041 rVB 98608 74913 2.37% 0.262%

31 14.309 2075 2078 2081 rVB2 37946 31631 1.00% 0.111%
32 14.498 2106 2110 2116 rBV 340277 443472 14.02% 1.550%
33 15.074 2204 2208 2211 rBV2 90372 129780 4._.10% 0.454%
34 15.133 2215 2218 2221 rBV 117111 133976 4.24% 0.468%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On > 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 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-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.162 2221 2223 2230 rVB4 91003 143603 4._.54% 0.502%

36 15.380 2257 2260 2266 rVB 54565 74666 2.36% 0.261%
37 15.445 2267 2271 2277 rVV 74554 98182 3.10% 0.343%
38 15.509 2277 2282 2293 rVB2 549055 745408 23.57% 2.605%
39 15.727 2315 2319 2323 rVB5 33374 44283 1.40% 0.155%
40 15.956 2354 2358 2363 rVB 85327 122055 3.86% 0.427%
41 16.009 2363 2367 2375 rBV4 47274 88688 2.80% 0.310%
42 16.080 2376 2379 2385 rVB4 32815 42773 1.35% 0.149%
43 16.468 2441 2445 2451 rVB3 37584 67684 2.14% 0.237%
44 16.986 2529 2533 2538 rBV4 26486 48729 1.54% 0.170%
45 17.156 2558 2562 2568 rBV6 21326 48319 1.53% 0.169%
46 17.303 2583 2587 2597 rVB9 42472 94193 2.98% 0.329%
47 17.574 2628 2633 2639 rBV10 31044 74765 2.36% 0.261%

48 17.656 2641 2647 2658 rVB4 187324 442986 14.01% 1.548%
49 17.909 2684 2690 2698 rBV7 73885 192962 6.10% 0.674%
50 18.144 2722 2730 2743 rVB3 229929 582054 18.41% 2.034%

51 18.386 2764 2771 2783 rBV3 40423 142119 4._.49% 0.497%

Sum of corrected areas: 28613708
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF099053.D
5.50 6

6.50

Abundance
65
3000000

7.03
2500000

2000000 7.44

1500000

1000000

500000 5.10

—

$o 7.52

3.45 M 7} ) |[752

— T T T T T T T T T T T T e T
5.00 5.50 6.00 6.50 7.00 7.50

TIC: BF099053.D

0#. T
Time-->
Abundance

3000000
9.23

2500000
12.98
2000000

1500000 10.70

1000000 9.01

11.40

500000 12.6212.84

18421 61 134

11.50 12.00

12.01

12.50 13.00

9.8 0.80

10.00 10.50 11.00
TIC: BF099053.D

8.0
o e A

8.00 8.50 9.00 9.50

—
Time--> 13.50
Abundance

3000000

2500000

2000000

1500000

1000000 14.03

15.51

500000{ 13.86

17.66 18.14

1573128608  16.47 16.997.15.30 17,

16.00 16.50 17.00

17.91

17.50 18.00

18.39

18.50 19.00

o
14.00 14.50

15.00 15.50

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

2.17 6.23 ng 222665 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 14 (2.169 min): BF099053.D (-10) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.1

220 230 240 2.50 2.60
Ol prrrr et syl e || M7z 43.05  37.20%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000
43.0 220 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 27 .83%

29.0 ‘
0 \‘ ‘ ‘\
..,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
55.0

2.20 2.30 2.40 2.50 2.60

5000 43.0 m/z 87.10 24.95%
27.0
15.0
L L Y MMM
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl- R A BEmEEREE SRS
55.0 73.0 2.20 2.30 2.40 2.50 2.60

m/z 41.00 11.64%

5000
43.0
31.0
NI ' _ 830 970 1150
N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 (S)-(+)-1,2-Propanediol Concentration Rank 15

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

3.45 2.43 ng 86736 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 74
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 64
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 2-Hexanol 102 C6H140 000626-93-7 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 232 (3.451 min): BF099053.D (-228) (-) m/z 45.00 100.00%
48.0
5000
279 | 610 320 340 360 380
O s A R e A m/z 43.00 18.43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000

3.20 3.40 3.60 3.80
m/z 61.00 6.97%

31.0

0 14.019.0 26,077 39.0 |, 55.0 61.0 75.0
T [ T T T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
45.0
T T
3.20 3.40 3.60 3.80
5000 m/z 44.00 6.79%
9.0 29.0
. 14,0%% 39.0 55.0 61.0 76.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #939: Propylene Glycol
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.51%
5000

31.0
140190 260, 390 |, 55.0 910670  76.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.10 18.09 ng 646703 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 512 (5.098 min): BF099053.D (-509) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IR L LU R L
| 83.0 | 4.80 500 5.20 5.40
Obrrrprrrr el e b e e m/z 59.00 57.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 HBE RS LR UL
4.80 500 5.20 5.40
59.0 m/z 101.00 18.41%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 1.0 m/z 58.00 14 .93%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R R A AR
43.0 4.80 500 5.20 5.40
m/z 41.00 9.04%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown6.65 Concentration Rank 1

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

6.65 86.97 ng 3109810 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF099053.D (-770) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 e 6E0 RO 700
40.0 54.0 6.40 6.60 6.80 7.00
0 gL.0 e m/z 134.00 33.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S A R
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 30.66%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 19.83%
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 A
Abundance #52379: Tranylcypromine-propiony! I Enas  REmmsmas
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.07%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T RRRN LR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.36 ng 67748 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 80
2 Octacosane 394 C28H58 000630-02-4 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1481 (10.798 min): BF099053.D (-1479) (-) m/z 57.00 100.00%
57.0
5000
99.0 1449 10,40 10.60 10.80 11.00 11.20
ol L m/z 43.00 65.48%
m/z--> 50 100 150 200 250 300 350
Abundance #71394: Pentadecane
57.0
5000 LRI LR DA SN B
10.40 10.60 10.80 11.00 11.20
m/z 71.00 60.40%
0 27\’0\\‘ H | \\9?.0‘\ ;‘4:!"0 182'021?'0
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance
57.0
10,40 10.60 10.80 11.00 11.20
5000 m/z 85.10 40.05%
99.0
27.0 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1éo 260 250 360 350 '
Abundance #83023: Hexadecane e
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 27 .59%
5000
12700 | [%9° 1910 1s50 2260
m/z--> 55 160 1éo 260 250 360 3éo ' 10h0 1deo 1dso 1150 1f20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.66 2.54 ng 98140 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 80
2 Pentadecanal- 226 C15H300 002765-11-9 74
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 59
4 1.19-Eicosadiene 278 C20H38 014811-95-1 53
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 52
Abundance . Scan 1968 (13.662 min): BF099053.D (-1965) (-) m/z 57.00 100.00%
57.0 g0
5000
230.1 U AR BN SUNURN SR
175.1201.0 324.1 13.40 13.60 13.80 14.00
0 m/z 82.05 82.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117606: Octadecanal

-

5000 TT T[T T T T[T T rrrrrrr1
13.40 13.60 13.80 14.00
m/z 43.00 76.54%
0 137.0 166.0 194.0 222.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 82.0
R R e e R
13.40 13.60 13.80 14.00
5000{ 29.0 m/z 55.00 68.83%
109.0

137.0
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

.

Abundance #117617: Oxirane, hexadecy!- e R RN R
13.40 13.60 13.80 14.00
m/z 41.00 57.23%
o 138.0 1650 2080  250.0

! T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 8.80 ng 339314 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 2002 (13.862 min): BF099053.D (-1999) (-) m/z 57.05 100.00%

.0

5000

%

13.60 13.80 14.00 14.20

1391 167.1 1061 2340 280.3

o m/z 83.05 92.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0
5000 TT T[T T T T[T T rrrrrrr1
13. 60 13. 80 14. 00 14. 20
29.0 111.0 m/z 43.10 91.66%
ol Il 139.0 167.0 196.0 223.0 252.0 280.0
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
RN N REEmE ma
13.60 13.80 14.00 14.20
5000 111.0 m/z 55.05 87.22%
29.0

1390 167.0 1960  238.0 266.0 294.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol B o e R
55,0 13.60 13.80 14.00 14.20
m/z 97.05 81.17%
5000
29.0
0 5l 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20

8270-BF092317.M Wed Oct 04 18:10:22 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 13-Tetradecen-1-ol acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.50 11.50 ng 443472 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 2110 (14.498 min): BF099053.D (-2106) (-) m/z 57.10 100.00%
57.1 83.1
5000 \J\JL\J/
U A B B B
139.1 168 1194, 2541 14.20 14.40 14.60 14.80
N 1a221ol s02.1 m/z 83.10 93.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105686: 13-Tetradecen-1-ol acetate
43.0
83.0
5000 U AL B B S
14.20 14.40 14.60 14.80
m/z 43.10 83.68%
o L, \“ ‘ 139.0 167.0194.0 224.0 254.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
14:20 14.40 14.60 14.80
5000 111.0 m/z 55.10 83.19%
29.0 139.0
o 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R R e R
55,0 83.0 14.20 14.40 14.60 14.80
m/z 97.05 78.63%
29.0
ol ‘ 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14.I 20 14.'40 14.I 60 14.|80

8270-BF092317.M Wed Oct 04 18:10:23 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.13 3.59 ng 133976 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane 310 C22H46 000629-97-0 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2218 (15.133 min): BF099053.D (-2215) (-) m/z 57.05 100.00%
5%.0
UL BN SURIR IR
113.1 14.80 15.00 15.20 15.40
155.1183.2211.
ol l I WA reollss2iiz  2s91 g2l m/z 71.05 67.71%
m/z--> 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 R AR SRR U B
14.80 15.00 15.20 15.40
m/z 43.10 57 .66%
. 200 M | | 30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance
57.0
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 48.81%
29.0
o 113.0141.0169.0197.0225.0253.0281.0309.0 338.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #153222: Docosane A o R
57.0 14.80 15.00 15.20 15.40
m/z 55.00 21.18%
- T VvﬁwjkMJMMWNﬂAAMMWVNHWNWV
. 2900 | || [M301410169.0197.0225.0253.0281.0 310.0
m/z--> 55 160 150 260 2%0 360 3éo 14%0 1500 1520 1§4o

8270-BF092317.M Wed Oct 04 18:10:23 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3-Octadecene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.16 3.85ng 143603 Perylene-di2 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 3-octadecene. (E)- 252 C18H36 007206-19-1 78

2 Octacosanol

3 2-Thiopheneacetic acid.
4 Cvclopentane.

5 1-Octadecene

410 C28H580
oct-3-en... 252 C14H2002S

1.1.3.4-tetramethy... 126 C9H18

252 C18H36

000557-61-9 72
1000299-38-6 50
020309-77-7 47
000112-88-9 45

Abundance Scan 2223 (15.162 min): BF099053.D (-2221) (-) m/z 83.10 100.00%
5000 MM&
167.0 2211 255.0 14.80 15.00 15.20 15.40
0 m/z 97.10 95.08%
m/z--> 50 100 150 200 250 300 350
Abundance #104188: 3-Octadecene, (E)-
69.0
5000 LA L L L L L L
29.0 110 14.80 15.00 15.20 15.40
‘ ‘ m/z 43.10 83.61%
oL L \L 200 a0 220
m/z--> 50 150 200 250 300 350
Abundance
57.0
97.0 IIIIIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40
5000 m/z 69.00 77.04%
139.0
0 27.0 181.0 222.0251.0 292.0322.0 362.0392.0
— T T T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #103739: 2-Thiopheneacetic acid, oct-3-en-2-yl ester LA B
97.0 14.80 15.00 15.20 15.40
m/z 55.00 71.28%
55.0
5000
NEC 14201730 252.0
T S T = S SREE R AR EEEEE T
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15.40

8270-BF092317.M Wed Oct 04 18:10:24 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.27 ng 122055 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2359 (15.962 min): BF099053.D (-2354) (-) m/z 57.10 100.00%
57.1
5000 820 juJLw
LN PR SN S
11409 205.2 . 15.60 15.80 16.00 16.20
- .l‘ ,J A -'1 '| L A80 202 2302811 0 "m/z 71.10  70.09%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L AR DAL BN B B
15 60 15. 80 16. oo 16.20
0.0 1130 m/z 85.05 47 .42%
m/z--> §o 160 1%0 260 2éo 360 3éo
Abundance
57.0
15,60 15.80 16.00 16.20
5000 85.0 m/z 43.10 47 .23%
113.0
oL 20 141.0160.0  211.0239.0267.0295.0323.0 352.0 M\JL\LM
m/z--> §o 160 1%0 260 2%0 360 3éo
Abundance #153228: 6,6-Diethylhoctadecane R AR EEEEE T
57.0 15.60 15.80 16.00 16.20
85.0 m/z 55.00 23.47%
5000
141.0
113.0 281.0
o \ I \1 | 6001970 *BY |
m/z--> §o 150 200 250 300 3éo 1560 1580 1600 1620 '

8270-BF092317.M Wed Oct 04 18:10:24 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9-Eicosene, (E)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.01 2.38 ng 88688 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 86
Abundance Scan 2367 (16.009 min): BF099053.D (-2363) (-) m/z 83.05 100.00%
55(0,83.0
5000
150 151 om 15160 1580 16,00 1620 1640
ol : m/z 57.05 99.71%
m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)-
57.0
97.0
5000 AR AL PR UL B
20.0 15.60 15.80 16.00 16.20 16.40
m/z 97.10 98.64%
125.0
0 ‘ | \“\ \‘\ “\ 153 0181 0209.0 252'0289'0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 15.60 15.80 16.00 16.20 16.40
5000 m/z 69.00 92.07%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
m/z--> " 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I o e e
57.0 15.60 15.80 16.00 16.20 16.40
97.0 m/z 55.00 85.42%
5000
. I hpmmwﬂm 255.0 356.0
miz--> 50 '160' 150 200 250 300 350 | | 15.60 15.80 16.00 16.20 16.40

8270-BF092317.M Wed Oct 04 18:10:25 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl17.30 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.30 2.53 ng 94193 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01Tnonane. 5.b... 332 C15H251 1000195-85-9 38
2 Ethoxv(methvl)chlorosilane 124 C3HOCIOSi 018191-33-8 14
3 1.3.4-Oxadiazole. 2-(2-furvD)-5-... 206 C9H6N202S 284673-95-6 14
4 1-Chloro-1-ethvl-3-methvl-1-aerm... 206 C7H13CIGe 026311-76-2 14
5 (+)-2-Bornanone 152 C10H160 000464-49-3 14

Abundance Scan 2586 (17.297 min): BF099053.D (-2583) (-) m/z 109.00 100.00%

.0

5000 1731 218.2

17.00 17.20 17.40 17.60
m/z 95.05 80.39%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1..

.0

41.0

17.00 17.20 17.40 17.60
m/z 55.00  75.14%

5000

235.0

276.0 332.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

109.0
79.0
. R RREEE RS
450 17.00 17.20 17.40 17.60
5000 m/z 69.00 69.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #66550: 1,3,4-Oxadiazole, 2-(2-furyl)-5-(2-propynylthio)- e R BRREs RS
95.0 17.00 17.20 17.40 17.60

m/z 81.00 69.19%
5000 39.0
206.0
o, Ll ‘ 0 780
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17. 20 17. 40 17. 60

8270-BF092317.M Wed Oct 04 18:10:25 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 wunknownl7.57 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.57 2.01 ng 74765 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Azabicvclol7.3.11trideca-1(13... 203 C14H21N 042273-47-2 20
2 3-(5-Furan-2-vI-I1.2.41oxadiazol... 213 C11H7N302 1000277-85-7 16
3 Bicvclol2.2_.1Theptan-2-ol. 1.7.7... 230 C16H220 016821-80-0 14
4 Carvophvllene 204 C15H24 000087-44-5 12
5 (2-1sopropenyl-5-methyl-cyclopen... 163 C11H17N 1000193-43-9 12
Abundance Scan 2632 (17.568 min): BF099053.D (-2628) (-) m/z 57.05 100.00%
57.0
1070 1451 213.1
81.0 171.0
5000 255.1 303.2
3203
17.20 17.40 17.60 17.80
o} m/z 43.00 88.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #63460: 13-Azabicyclo[7.3.1]trideca-1(13),9,11-triene, 3,3...
107.0
5000 147.0 DR SRR DML SR
203.0 17.20 17.40 17.60 17.80
40 77, m/z 69.00 80.28%
0.”J””“”L””JLJ”ﬂ.”w””.”J””.”.””.”.””.”w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
95.0 120.0 213.0
510 [ DAL BRI UL SUUL
17.20 17.40 17.60 17.80
5000 m/z 107.00 79 .44%
o 159.0183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86233: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-2-phenyl- L B
120.0 17.20 17.40 17.60 17.80
m/z 55.00 79.15%
95.0
5000
41.0 g7
Olprerefrrde b e SO0 2120 || e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17.40 17.60 17.80

8270-BF092317.M Wed Oct 04 18:10:26 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1,4-Dimethyl-8-isopropylide... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.66 11.89 ng 442986 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 70
2 ()-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 53
3 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 43
4 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 38
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 30
Abundance Scan 2648 (17.662 min): BF099053.D (-2641) (-) m/z 133.05 100.00%
138.1 204.2
55.0 95.0
5000
409.3 17.40 17.60 17.80 18.00
0 A RN m/z 204.15 89.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
5000
95.0 161.0 17.40 17.60 17.80 18.00
41.0 ‘ m/z 95.05 70.74%
ob— .“ I\‘I\‘\I ‘U -|-]%9| .“ A ‘. I" e
m/z--> 50 100 150 200 250 300 350 400
Abundance
410 133.0
930 189.0 17.40 17.60 17.80 18.00
5000 m/z 55.00 70.22%
L L L UL L B U B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64517: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-... A EAREE ma S
41.0 105.0 204.0 17.40 17.60 17.80 18.00
m/z 107 .05 65.97%
161.0
5000
0..“.L .}\.il..\..ll....|....|....|....|... et t SR st
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF092317.M Wed Oct 04 18:10:27 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1H-3a,7-Methanoazulene, 2,3... Concentration Rank 8

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

17.91 5.18 ng 192962 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 64
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 58
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 53
4 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 47
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 46
Abundance Scan 2690 (17.909 min): BF099053.D (-2684) (-) m/z 135.05 100.00%

13b.1 204.2
831 gqq 20
5000
175.1 302.3
2312 2692 R DR SRR SRR B

17.60 17.80 18.00 18.20
m/z 204.20  95.48%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64540: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...

93.0 135.0
41.0
5000
161.0 204.0 17.60 17.80 18.00 18.20
69.0 m/z 95.05 67.97%
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204.0
91.0 133.0 LN L L L |
41.0 17.60 17.80 18.00 18.20
5000 161.0 m/z 133.05 64.03%

69.0

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

Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth... e

135.0 204.0 17.60 17.80 18.00 18.20
' m/z 107.00 62.98%

910 161.0
50001 410 9.0 |

0 MEEREE 0 A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1,1,6-trimethyl-3-methylene... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.14 15.62 ng 582054 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.6-trimethvl-3-methvlene-2-(3... 452 C33H56 1000373-94-5 58
2 1-Hvdroxvmethvl-5.8.9-endo-10-ex... 236 C16H280 1000140-32-9 49
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 47
4 2.3a-Dimethvl-2.3.3a.5.6.8.9.10-... 206 C13H22N2 1000305-46-6 45
5 1-l1sopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 44
Abundance Scan 2729 (18.139 min): BF099053.D (-2722) (-) m/z 109.05 100.00%
5000 A\rvmmJb\MNMJ/\LWhaff“kw«mvm
a2 3132 409.4 17.80 18.00 18.20 18.40
o m/z 95.05 93.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227678: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrameth. ..
95.0
55.0
5000 4 DI UL B N
35.0 17.80 18.00 18.20 18.40
177.0 m/z 205.15  84.10%
o hkﬂ Al ?450 2850 336.0 379.0 437.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
205.0
17.80 18.00 18.20 18.40
5000 m/z 107 .05 83.26%
109.0
149.0
55.0
O T T o A e L SR S m ol
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64305: Guaia-9,11-diene e
3.0 17.80 18.00 18.20 18.40
189.0 m/z 81.00 79.49%
o T 1) /\AJ\\,/\"M
m/z--> 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100317\
Data File : BF099053.D

Aca On : 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl18.39 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.39 3.81 ng 142119 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxamide. N-furfurvl- 207 C12H17NO2 006341-32-8 38
2 (3-Chloro-phenvD)(furan-2-viImeth... 207 C11H10CINO 1000303-12-5 27
3 .alpha.-Bulnesene 204 C15H24 1000374-19-9 25
4 Santolina triene 136 C10H16 002153-66-4 22
5 3-Octyne 110 C8H14 015232-76-5 22
Abundance Scan 2772 (18.392 min): BF099053.D (-2764) (-) m/z 81.00 100.00%
81.0 109.0
1351 189.1
5000, 431 218.1
poro 289.1 LIRS BN B I
18.00 18.20 18.40 18.60 18.80
0 m/z 109.00 89.32%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66823: Cyclohexanecarboxamide, N-furfuryl-
81.0
5.0 207.0
5000 AU SRR DR
mmmmmmmmmm
m/z 95.00  84.95%
111.0 152.0 178.0
0 "'I""I""I""I"" ]:3|:!'|?”l||””\ — .l.. R RRRRARRRRa ST
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81.0
18.00 18.20 1840 18.60 18.80
5000 m/z 189.05 77.13%
53.0 1270 207.0
0 102.0 151.0 179.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64321: .alpha.-Bulnesene
) 18.00 18.20 18.40 18.60 18.80
m/z 135.05 72.47%
5000
0 R R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18. 40 18 60 18. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100317\
Data File : BF099053.D

Acq On > 4 Oct 2017 1:53

Operator : SJ/JU

Sample : 15610-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.17 6.2 ng 222665 1 6.87 715144 20.0
(S)-(+)-1,2-Propa. .. 3.45 2.4 ng 86736 1 6.87 715144 20.0
2-Pentanone, 4-hy... 5.10 18.1 ng 646703 1 6.87 715144 20.0
unknown6 .65 6.65 87.0 ng 3109810 1 6.87 715144 20.0
Pentadecane 10.80 2.4 ng 67748 4 11.40 573508 20.0
Octadecanal 13.66 2.5 ng 98140 5 14.03 771434 20.0
5-Eicosene, (E)- 13.86 8.8 ng 339314 5 14.03 771434 20.0
13-Tetradecen-1-o0... 14.50 11.5 ng 443472 5 14.03 771434 20.0
Hexacosane 15.13 3.6 ng 133976 6 15.51 745408 20.0
3-Octadecene, (E)- 15.16 3.9 ng 143603 6 15.51 745408 20.0
Heneicosane 15.96 3.3 ng 122055 6 15.51 745408 20.0
9-Eicosene, (E)- 16.01 2.4 ng 88688 6 15.51 745408 20.0
unknownl17.30 17.30 2.5 ng 94193 6 15.51 745408 20.0
unknownl7 .57 17.57 2.0 ng 74765 6 15.51 745408 20.0
1,4-Dimethyl-8-is... 17.66 11.9 ng 442986 6 15.51 745408 20.0
1H-3a,7-Methanoaz... 17.91 5.2 ng 192962 6 15.51 745408 20.0
1,1,6-trimethyl-3... 18.14 15.6 ng 582054 6 15.51 745408 20.0
unknown18.39 18.39 3.8 ng 142119 6 15.51 745408 20.0
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