LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 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-BF122419 .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 2.116 3 5 16 rVB 480822 519195 6.53% 0.894%
2 5.063 502 506 516 rBV 495380 646035 8.12% 1.112%
3 5.475 571 576 579 rBVY 3482439 3201145 40.25% 5.510%
4 6.128 683 687 690 rBV 327330 267831 3.37% 0.461%
5 6.486 743 748 756 rBVY 3191408 3531446 44.40% 6.078%
6 6.628 767 772 775 rBVY 3893754 3767830 47.37% 6.485%
7 6.851 806 810 818 rBV 995343 823059 10.35% 1.417%
8 7.010 833 837 840 rBVY 3448030 2921456 36.73% 5.028%
9 7.416 901 906 909 rBVY 2184722 2137662 26.88% 3.679%
10 8.139 1025 1029 1046 rBV 1144929 1085127 13.64% 1.868%

11 9.216 1207 1212 1215 rBV 4907498 4448998 55.94% 7.657%
12 9.274 1219 1222 1227 rVV2 78879 92042 1.16% 0.158%
13 9.333 1227 1232 1235 rVB 381851 329183 4.14% 0.567%
14 9.551 1267 1269 1272 rVB2 131447 100464 1.26% 0.173%
15 9.592 1272 1276 1277 rBV 284621 229874 2.89% 0.396%

16 9.610 1277 1279 1284 rVB 482767 392015 4._.93% 0.675%
17 9.810 1308 1313 1315 rBV 209041 198756 2.50% 0.342%
18 9.874 1319 1324 1326 rBV 5962576 5185737 65.20% 8.925%
19 9.904 1326 1329 1331 rVB 1188910 1063492 13.37% 1.830%
20 10.016 1345 1348 1353 rBV2 471943 511015 6.42% 0.880%

21 10.057 1353 1355 1359 rVB2 228708 189567 2.38% 0.326%
22 10.598 1443 1447 1449 rBV 185319 170464 2.14% 0.293%
23 10.674 1456 1460 1461 rBV 550148 554708 6.97% 0.955%
24 10.692 1461 1463 1467 rVV 3135944 2983386 37.51% 5.135%
25 10.721 1467 1468 1473 rVB2 133343 124382 1.56% 0.214%

26 10.880 1492 1495 1498 rBV 85980 85514 1.08% 0.147%
27 11.392 1578 1582 1588 rBV 1591513 1366699 17.18% 2.352%
28 11.915 1667 1671 1680 rBV 550045 577837 7.26% 0.995%
29 12.704 1802 1805 1818 rBV 179782 253674 3.19% 0.437%
30 12.986 1848 1853 1856 rBV 5530856 4880840 61.37% 8.401%

31 13.080 1865 1869 1873 rBV 110878 124464 1.56% 0.214%
32 13.186 1884 1887 1889 rBV 186936 163512 2.06% 0.281%
33 13.462 1926 1934 1944 rBV3 147651 327082 4_.11% 0.563%
34 13.551 1944 1949 1952 rVB2 91069 129746 1.63% 0.223%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 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\HPCHEM1\BNA F\METHODS\8270-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.633 1960 1963 1967 rBV2 86237 82555 1.04% 0.142%

36 13.757 1978 1984 1987 rBV 6987622 7953784 100.00% 13.689%
37 13.874 2000 2004 2018 rBV2 660786 786324 9.89% 1.353%
38 14.051 2030 2034 2038 rBV 1201219 1135051 14.27% 1.954%
39 14.198 2055 2059 2066 rVB 248944 244153 3.07% 0.420%
40 14.504 2107 2111 2119 rBV 385873 415478 5.22% 0.715%

41 14.809 2157 2163 2167 rBV2 433488 557589 7.01% 0.960%
42 15.151 2217 2221 2225 rBVY 462464 569375 7.16% 0.980%
43 15.539 2281 2287 2296 rVB 1174381 1560501 19.62% 2.686%
44 15.980 2357 2362 2368 rBVY 336401 524146 6.59% 0.902%
45 16.039 2368 2372 2387 rVB3 91169 213527 2.68% 0.368%

46 16.498 2443 2450 2455 rBVY 179340 347533 4._.37% 0.598%
47 17.098 2546 2552 2559 rVB2 75127 145573 1.83% 0.251%
48 17.609 2632 2639 2650 rBV2 69390 181617 2.28% 0.313%

Sum of corrected areas: 58101443
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L

LSCINT.P

ABS58ES
6000000
5000000
4000000
3000000

2000000

1000000

TIC: BF118336.D

5.47

5.06

6.63
6.49

7.01

7.42

0
Time-->

4.50 5.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF118336.D

9.87

9.22

10.69

4 90 11.39

e 5 sl

8.14
10[7
10.60.720.88

11.92

12.70

12.99

35819

Time-->

11.00 11.50

9.50 10.00 10.50

12.00

12.50

13.00

ABE55ES
6000000
5000000
4000000
3000000

2000000

1000000

1314635

TIC: BF118336.D

14.05

13.87 1uomm
14.20 i

15.15

17.10

13€§4 16,50

17.61

Time-->

13.50

16. OO 16.50

17.00

14. 00 14. 50

17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 6

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

2.12 12.62 ng 519195 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 6 (2.122 min): BF118336.D (-3) (-) m/z 73.10 100.00%
73
5000
43
55 & HRNRRSE UL R UL
a7 | &7 2.20 2.30 2.40 2.50
o) S O S . A OSSN m/z 43.10 30.21%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 RS AR RN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 26.66%
0 ?9 35 || | 67 ||, 80
I S UL SRR UL SURIL SURRL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl-
7B
HRNARSE L R U
220 2.30 2.40 2.50
5000 m/z 55.10 22.01%
43
L2 1 29 36 || 5359 66 | 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy-

7. 2.20 2.30 2.40 2.50
m/z 71.05 10.14%

5000
45
29 ‘
0 39 S e7 | 101

m/z--> 0 10 20 30 40 50 60 70 80 90 100 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

5.06 15.70 ng 646035 1,4-Dichlorobenzene-d4 6.85
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF118336.D (-502) (-) m/z 43.00 100.00%

43
59
5000
101

4.80 500 520 540

83
B R - ..~ S m/z 59.00 60.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA L L L L L L LB L
480 5.00 5.20 5.40
m/z 101.00 25.16%
N 83 930
o] S MM S NN NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
R L R i ma
480 5.00 5.20 5.40
5000 a1 m/z 58.00 13.86%
68
50| 126 14
A [ e N .M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime A L Eams o
43 4.80 500 520 540

m/z 41.10 9.87%

5000
101
15 58
S - N7
B By

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 13

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

6.13 6.51 ng 267831 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (15)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 95
2 _.alpha.-Pinene 136 C10H16 000080-56-8 94
3 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 92
4 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C1l0OH16 004889-83-2 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 687 (6.128 min): BF118336.D (-683) (-) m/z 93.00 100.00%
9B
5000
i “ 5 5T 580 6.00 620 640
0 .,....,....,....,".'..,. i el a2 TP Tm/z 91.10  46.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
9B
5000 "|""|""|""|"'A'|/
5.80 6.00 6.20 6.40
a1 m/z 92.00 36.10%
s how o felw o
0 'I"'I'II""I'I"'II'I'I"I"I'II IIIIIIIII
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
983
SRS RSN RAARERRARS
5.80 6.00 6.20 6.40
5000 m/z 77.00 29.63%
77

53 67 “ 105 121 4.0
| H\ 11 60 1, ! \ Ly \

! } | }
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene A EEmanEaEE {\.A. ,
93 580 6.00 6.20 6.40
m/z 79.10 24 .53%

o

5000
41

‘ 105 121 136
| Ll \M | l

| A A
-|----|----|----|----| ---|----|----|----|----|----|----|----|--- L L B

m/z--> 20 30 40 50 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.63 Concentration Rank 2

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

6.63 91.56 ng 3767830 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF118336.D (-767) (-) m/z 132.00 100.00%
5000
68
© s [} 70 e Piosms 620 640 60 B> 760
0 R B m/z 134.00 34.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

5000 [Trr T[T I rjfrrrr[prrrrprrrs
6.20 6.40 6.60 6.80 7.00
m/z 68.10 34 .39%
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
A
24 e
6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 23.28%
A SRV 2 W N3
m/z--> 40 60 80 100 120 140 160 180 A |
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine T R B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14.74%
97
5000
70
31 60
0 4\4 PR T | 8§ L 106 116 I
e e e T e e
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 1H-Cyclopenta[l,3]cycloprop... Concentration Rank 14

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

9.33 6.19 ng 329183 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopentall.31cvclopropall.2... 204 C15H24 013744-15-5 96
2 _beta.-copaene 204 C15H24 1000374-18-9 96
3 1.6-Cvclodecadiene., 1-methvl-5-m... 204 C15H24 023986-74-5 95
4 Bicvclol4.4.01dec-1-ene. 2-isopr... 204 C15H24 150320-52-8 93
5 (+)-epi-Bicyclosesquiphellandrene 204 C15H24 054274-73-6 81

Abundance Scan 1231 (9.327 min): BF118336.D (-1227) (-) m/z 161.10 100.00%
161
91 105
5000
189 204 9.00 9.20 9.40 9.60
o m/z 105.00 55.12%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #64586: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octahydr...
161

5000

g1 105 9.00 9.20 9.40 9.60
41 120 0
55 81 m/z 91.00 53.05%
69 133 204
27 147
o 189
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64281: .beta.-copaene
161
91 105 9.00 9.20 9.40 9.60
5000 41 m/z 119.10 31.97%
119
133
204
A H\ D
0...,”..p.‘ “.‘ ﬂ o e R m I S
m/z--> 20 40 120 140 160 180 200
Abundance #64463: 1,6- Cyclodecadlene, 1-methyl-5-methylene-8-(1-meth...
161 9.00 9.20 9.40 9.60
g 195 m/z 81.00 29.03%
41 119
5000 79
27
133
35 67 204
s Wl bl
ol 25 Al bl L
m/z--> 20 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 _gamma.-Muurolene Concentration Rank 18

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

9.81 3.74 ng 198756 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.agamma.-Muurolene 204 C15H24 030021-74-0 98
2 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 000483-75-0 98
3 Bicvclol4.4.01dec-1-ene. 2-isopr... 204 C15H24 150320-52-8 96
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 039029-41-9 95
5 1H-Cyclopropa[a]naphthalene, la,... 204 C15H24 017334-55-3 94

Abundance Scan 1313 (9.810 min): BF118336.D (-1308) (-) m/z 161.10 100.00%
161
105
5000 a1 119 ?
79
176 189 204 9.40 9.60 9.80 10.00 10.20
of m/z 105.00 54 _.52%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64337: .gamma.-Muurolene
161
41
o % 105 .o
5000
133 204 9.40 9.60 9.80 10.00 10.20
m/z 90.95 49 .45%
) 117 175 189
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64456: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-...
161
105
41 79 91 119 9.40 9.60 9.80 10.00 10.20
5000 m/z 119.10 47 .37%
55 133
29 67 204
147 189
0 : l“' : ‘Ml‘ I ‘.W. .‘l“. ; M. |“.Hl .‘l‘ l‘hl I ‘lm I L ‘l‘. —r .].-7‘.5| : .‘. T -
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #64422: Bicyclo[4.4.0]dec-1-ene, 2-isopropyl-5-methyl-9-me...
161 9.40 9.60 9.80 10.00 10.20
m/z 93.00 40.78%
5000
105
4 g 81 91 119 204
133
0 I I%QI -\“- i .“. I |6\|7\| -‘h“- .‘l‘”. e -“ﬁ‘- .‘.‘ i |].-“];‘7. e .].'7.5| .1.8‘?. —
miz--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Naphthalene, 1,2,3,5,6,8a-h... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.02 9.61 ng 511015 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.8a-hexahv... 204 C15H24 000483-76-1 98
2 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 000523-47-7 91
3 1.4-Cvclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 89
4 cis-muurola-3.5-diene 204 C15H24 1000365-95-4 89
5 _alpha.-Cubebene 204 C15H24 017699-14-8 86
Abundance Scan 1349 (10.021 min): BF118336.D (-1345) (-) m/z 161.05 100.00%
161
119
105
5000 204
189
176 9.80 10.00 10.20 10.40
0! m/z 119.05 67.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64487: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimethyl-1...
161
5000 105 119 134 AV—W—V—J'LVA“W—V—FW—V—W—VH
a1 o1 204 9.80 10.00 10.20 10.40
81 m/z 134.10 53.42%
27 ‘ 55 o | 147 189
bl Ll 3L ame |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64533: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dimethyl-...
161
9.80 10.00 10.20 10.40
5000 105 119 134 204 m/z 105.05 52.95%
41 8 o1 189
55
27 69 ‘ 147
o) SR .‘.“. | i .Hl‘. ‘l“‘. r.”.‘.‘.“ﬂ‘. l“.“. ’ AT *“i" |];7|5| . .“. - -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14929: 1,4-Cyclohexadiene, 3-ethenyl-1,2-dimethyl-
o1 119 9.80 10.00 10.20 10.40
m/z 204.20 48.76%
5000 134
41 106
27 ‘ 51 65 7 ‘
Oulu‘u‘uu‘lu“ ‘i“uuuml||l‘||‘l“||‘i“l|||H|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF122419.M Mon Dec 30 18:00:58 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Epizonarene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.06 3.56 ng 189567 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Epizonarene 204 C15H24 041702-63-0 93
2 Cvclohexene. 6-ethenvl-6-methvl-.__. 204 C15H24 005951-67-7 91
3 Naphthalene. 1.2.3.5.6.8a-hexahv... 204 C15H24 000483-76-1 90
4 _gamma.-Muurolene 204 C15H24 030021-74-0 78
5 Isoledene 204 C15H24 1000156-10-8 76
Abundance Scan 1356 (10.063 min): BF118336.D (-1353) (-) m/z 161.10 100.00%
161
5000 81 119 204
91 105 189
138 147
41 55 oo 175 9.80 10.00 10.20 10.40
01 m/z 204.15 48.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64267: Epizonarene
161
204
5000
189 9.80 10.00 10.20 10.40
m/z 81.05 43.95%
ol 175
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #64491: Cyclohexene, 6-ethenyl-6-methyl-1-(1-methylethyl)-...
161
9.80 10.00 10.20 10.40
5000 m/z 119.10 39.56%
5 119 , 189 204
147
0 “ I\ h\ .Hi“. IHMI — 1 k“' " \I‘\\l I .“‘ﬁ ; .‘i‘. ; .1.7‘T. A I [
m/z--> 40 80 100 120 140 160 180 200
Abundance #64486: Naphthalene, 1,2,3,5,6,8a-hexahydro-4, 7-dimethyl-1...
161 9.80 10.00 10.20 10.40
m/z 189.05 32.37%
134
5000 105 119 204
55 81 8t 189
69 145 ‘
Oluzsuu‘l‘...‘.l \‘ \“ H \I MI\\‘ ...‘k‘..:.lJ.Gl....l‘.‘...
m/z--> 20 40 60 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF122419.M Mon Dec 30 18:00:58 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.92 8.46 ng 577837 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1672 (11.921 min): BF118336.D (-1667) (-) m/z 73.00 100.00%

78
43 60
5000 129
213
143 187171185 o4 2%6 11,60 11.80 12.00 12.20
0! m/z 43.05 75.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 AR B AR A R

11.60 11.80 12.00 12.20
m/z 60.00  73.14%

213
143 157171 185 199

)4l

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

Abundance #84455: Tetradecanoic acid
73
60 IIIIIIIIIIIIIIIIIIIIIII
3 11.60 11.80 12.00 12.20
5000 4 129 m/z 57.05 61.26%
185
115 171 228
R ol o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 58.83%
5000
29
129 171 214
1y | \M 1 143157 | 185,97
0|-i--|----”-‘- ‘|l---‘|‘----|--‘--|‘----|-----‘------‘-----|----|- B I o I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF122419.M Mon Dec 30 18:00:59 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.71 ng 253674 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 35
Abundance Scan 1804 (12.698 min): BF118336.D (-1802) (-) m/z 73.00 100.00%
43
5000
p— 1940 1260 1260 1300 |
Ot m/z 43.05 80.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 7,
5000 IR AU BN R
12.40 12.60 12.80 13.00
m/z 60.00 72 .98%
zr 143,5,171
| SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
5]
12.40 12.60 12.80 13.00
5000 m/z 55.00 72.76%
i
0 ...,.‘a..‘i‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid B
73 12.40 12.60 12.80 13.00
43 m/z 41.00 72.60%
5000
2
(o} e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12%0 1280 1350

8270-BF122419.M Mon Dec 30 18:00:59 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 9-Octadecenamide, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.46 5.76 ng 327082 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Urea. 1-butvl-3-(propvisulfonvl)... 238 C8H18N202S2 024539-91-1 35
3 Tetradecanamide 227 C14H29NO 000638-58-4 35
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 27
5 Octanamide 143 C8H17NO 000629-01-6 27
Abundance Scan 1934 (13.462 min): BF118336.D (-1926) (-) m/z 59.00 100.00%
5000 J\J{
131 lllllllllllllllllll
154 238 281 1320 13.40 13.60 13.80
o 82 2% 282 m/z 72.00 81.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LN LN BN UL ----

13.20 13.40 13.60 13.80
m/z 55.10 44.26%

2 81
. || 7y 38 112126140154 170184108 221 238 264 281
- LI II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92682: Urea, 1-butyl-3-(propylsulfonyl)-2-thio-
72

13 20 13.40 13.60 13.80

5000 131 m/z 41.10 39.85%
43
238
7 97
0 ‘ TM | 161176 196 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 L
Abundance #83610: Tetradecanamide N RRREaBts oo S
59 13.20 13.40 13.60 13.80

m/z 69.00 26.23%

5000

43
2 H\ B ?K %}41%8 152166 18419821222\7 K\

o S T Y VI WO P 2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF122419.M Mon Dec 30 18:00:59 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.76 140.15 ng 7953780 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 52
3 Oxalic acid. monoamide monohvdra... 323 C18H17N303 1000294-01-4 50
4 2-Propenamide. N-(1-methvlethvl)... 265 C18H19NO 055044-37-6 50
5 N-(p-Vinylbenzoyl)-l1-alanine 219 C12H13NO03 139184-60-4 50
Abundance Scan 1985 (13.762 min): BF118336.D (-1978) (-) m/z 131.00 100.00%
131
5000 1s
o | 219 1540 1360 1280 1400
0 ,....~,..'..,~...J-,..l?,.l..!-,..~-.1.‘??.,.1..7?.1.9..2....'|-..2:3f5....2‘?f‘.. | m/z 115.05  36.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #114231: Cinnamyl cinnamate
131
5000 SRR PN SN BN
115 1340 13.60 13.80 14.00
0
o 77 ‘ 219 - m/z 117 .05 33.07%
0 I 147 173 192 | 236
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131
13.40 13.60 13.80 14.00
5000 m/z 103.00 29.04%
77 103
157 ‘ ‘ 188
0 25 \‘ || ‘ 157

m/z--> 20 4|0 6|0 8|0 1(|)O 150 14|10 1é0 180 200 220 240 260 280 300 32|O
Abundance #163396: Oxalic acid, monoamide monohydrazide, N-benzyl-N'... R R e R e o
131 13.40 13.60 13.80 14.00
m/z 77.10 21.26%

5000 91

65
39 7 147 177193 220 263 292 323

0 T S R

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

8270-BF122419.M Mon Dec 30 18:01:00 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 13.86 ng 786324 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2003 (13.868 min): BF118336.D (-2000) (-) m/z 83.00 100.00%
57 83
5000
139 13.60 13.80 14.00 14.20
168
o 210252 280 m/z 57.05 94.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000
13.60 13.80 14.00 14.20
- 125 m/z 43.05 92.93%
ol I ||| 154180 22025 207 a4
m/z--> §o 160 1éo 260 250 300 350 460
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
97 13.60 13.80 14.00 14.20
5000 m/z 55.00 91.96%
o...,J..‘.‘.k..hﬁ?...@???‘.‘. o 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate e e e e AE
57 13.60 13.80 14.00 14.20
m/z 69.05 89.52%
83
5000
111
2 ( ‘ 169
ol AL 10 20298 sy 4w
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.20 4.30 ng 244153 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2059 (14.198 min): BF118336.D (-2055) (-) m/z 57.05 100.00%
57
85
5000
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
141 169 13.80 14.00 14.20 14.40 14.60
- .|, Ll " 'l.-l L0 197 225 253 281 m/z 71.05 81.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 \
5000
13.80 14.00 14.20 14.40 14.60
m/z 43.05 65.49Y%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1éo 260 250 360 3%0
Abundance #194493: Hexacosane
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.05 60.16%
29 i 13 44
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43 13.80 14.00 14.20 14.40 14.60
- m/z 55.05 27 .57%
5000
o w J‘ H 127 155 183207225 253 295 337
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 13. 80 14. oo 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .50 7.32 ng 415478 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2110 (14.498 min): BF118336.D (-2107) (-) m/z 57.05 100.00%
g7
85
5000
141 169 14.20 14.40 14.60 14.80
N 11 i 0T, 230267 S24 | m/z 71.05 76.83%
m/z--> 50 150 200 250 300 350 400
Abundance #202661: Heptacosane
g7
5000 85
14.20 14.40 14.60 14.80
29 m/z 43.10 62.95%
113 41
0 | b J ﬂ (169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
g7
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 55.40%
113
o 2, ‘ 177241 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57 14.20 14.40 14.60 14.80
m/z 55.05 24 .43%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF122419.M Mon Dec 30 18:01:01 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.81 7.15 ng 557589 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2163 (14.809 min): BF118336.D (-2157) (-) m/z 57.10 100.00%

57
85
5000

11 14. 40 14.60 14.80 15. 00 15.20
| 141 169 197 225
0....,. |111:l,‘ o2 A 20729538 m/z 71.10 79.13%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 \

5000
14. 40 14.60 14.80 15.00 15.20

m/z 43.10 62.87%
29 113 141
o | | J .| 169 197 225 253 296
el B e e AL o e s e o
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
AN RS e e
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 57.56%
113
N BEE 141,169 197 225 267 295 365 393
L e e A B o e e e LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane N L B B BB N B
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 26.57%
85
5000
29
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.15 7.30 ng 569375 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2221 (15.151 min): BF118336.D (-2217) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
ol L ‘| 11 a0 197 225 253 283300 337 | “pjz 71.05 80.31%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 43.10 64 .83%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
14,80 15.00 15.20 15.40
5000 85 m/z 85.05 60.54%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 25.78%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1éo 260 250 360 350 ' 1480 1500 1520 1540 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.98 6.72 ng 524146 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2362 (15.980 min): BF118336.D (-2357) (-) m/z 57.10 100.00%

57
85
5000

141 169 197 225 15.60 15.80 16.00 16.20
ol L] l|11'1l'. 197 225288 296  m/z 71.05 81.18%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000
15.60 15.80 16.00 16.20
m/z 85.10 64.12%

29
LT ﬂ1}3‘1§1 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

15.60 15.80 16.00 16.20

5000 85 m/z 43.10 63.58%
113
N BEE 141,169 197 225 267 295 365 393
i T e e e e S e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e R S
57 15 60 15. 80 16. 00 16. 20

m/z 55.05 26.22%

85
5000
29 113
| J | 141 169 197 225 253 296

ot—rryt e B e e e

T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118336.D

Aca On : 27 Dec 2019 14:25

Operator :© JU

Sample : K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Docosane, 11-decyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.50 4.45 ng 347533 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvlhexacosane 380 C27H56 1000376-72-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2450 (16.498 min): BF118336.D (-2443) (-) m/z 57.10 100.00%
57
85
5000
LSRN AR BN BN
141 169 197 16.20 16.40 16.60 16.80
o...l, l I " '1 A 228 8 8% M0 Thnyz 71.05  77.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227195: Docosane, 11-decyl-
57
5000 L B BULLL B I
16.20 16.40 16.60 16.80
m/z 43.10 62.15%
L3 113 141 160 197 225 253 280 399 336 364 302
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.05 56.78%
113
o 29 | ] L7 241 169 197 225 267 205 365 393
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #185533: Pentacosane T T e T
57 16.20 16.40 16.60 16.80
m/z 55.00 25.59%
- 1 M/Lw&w
113
oL 2L Ly M 269189211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122719\
Data File : BF118336.D

Acq On : 27 Dec 2019 14:25

Operator : JU

Sample - K6431-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 2.12 12.6 ng 519195 1 6.85 823059 20.0
2-Pentanone, 4-hy... 5.06 15.7 ng 646035 1 6.85 823059 20.0
(15)-2,6,6-Trimet. .. 6.13 6.5 ng 267831 1 6.85 823059 20.0
unknown6.63 6.63 91.6 ng 3767830 1 6.85 823059 20.0
1H-Cyclopenta[l,3... 9.33 6.2 ng 329183 3 9.90 1063490 20.0
-gamma.-Muurolene 9.81 3.7 ng 198756 3 9.90 1063490 20.0
Naphthalene, 1,2,... 10.02 9.6 ng 511015 3 9.90 1063490 20.0
Epizonarene 10.06 3.6 ng 189567 3 9.90 1063490 20.0
n-Hexadecanoic acid 11.92 8.5 ng 577837 4 11.39 1366700 20.0
Octadecanoic acid 12.70 3.7 ng 253674 4 11.39 1366700 20.0
9-Octadecenamide, ... 13.46 5.8 ng 327082 5 14.05 1135050 20.0
Cinnamyl cinnamate 13.76 140.2 ng 7953780 5 14.05 1135050 20.0
Octadecyl trifluo... 13.87 13.9 ng 786324 5 14.05 1135050 20.0
Heneicosane 14.20 4.3 ng 244153 5 14.05 1135050 20.0
Heptacosane 14.50 7.3 ng 415478 5 14.05 1135050 20.0
2-methyloctacosane 14.81 7.2 ng 557589 6 15.54 1560500 20.0
Hexacosane 15.15 7.3 ng 569375 6 15.54 1560500 20.0
Heptadecane, 9-oc... 15.98 6.7 ng 524146 6 15.54 1560500 20.0
Docosane, 1l-decyl- 16.50 4.5 ng 347533 6 15.54 1560500 20.0
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