LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 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 G\METHODS\8270-BG062619 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.567 416 422 435 rBV 237381 398533 2.51% 0.633%
2 7.189 692 698 709 rBV 154112 284532 1.79% 0.452%
3 7 .559 753 761 772 rBV 465340 809676 5.09% 1.286%
4 8.029 835 841 848 rBV 108301 179190 1.13% 0.285%
5 8.352 888 896 905 rBV 468757 787665 4 _.95% 1.251%
6 9.210 1035 1042 1056 rBV 377230 678165 4.26% 1.077%
7 10.850 1315 1321 1332 rVB 127683 232106 1.46% 0.369%
8 13.294 1730 1737 1744 rBV 1124806 1658136 10.43% 2.633%
9 14.674 1965 1972 1983 rBV2 223644 378172 2.38% 0.600%
10 14.962 2013 2021 2029 rBV2 130945 275600 1.73% 0.438%

11 16.173 2217 2227 2233 rBV 930036 1448109 9.11% 2.299%
12 16.754 2320 2326 2332 rBV 191107 339197 2.13% 0.539%
13 17.424 2434 2440 2450 rVB 299625 478650 3.01% 0.760%
14 18.335 2578 2595 2619 rBV 5366162 15901238 100.00% 25.249%
15 18.952 2694 2700 2717 rBV2 133440 370023 2.33% 0.588%

16 19.451 2773 2785 2798 rBV 1306068 3732857 23.48% 5.927%
17 19.586 2798 2808 2823 rVV 4851083 10145059 63.80% 16.109%
18 20.027 2878 2883 2889 rVB 2064990 2681360 16.86% 4._.258%
19 20.285 2923 2927 2934 rBV 195157 239831 1.51% 0.381%
20 20.785 3008 3012 3017 rBV2 332722 405421 2.55% 0.644%

21 21.290 3093 3098 3102 rVB 467000 564767 3.55% 0.897%
22 21.696 3162 3167 3180 rVB2 350777 604547 3.80% 0.960%
23 21.837 3186 3191 3199 rVB 545335 745301 4.69% 1.183%
24 22.448 3289 3295 3302 rVB 691867 1146600 7.21% 1.821%
25 23.141 3406 3413 3423 rVB 815457 1569385 9.87% 2.492%

26 23.958 3543 3552 3560 rVB 900481 2027148 12.75% 3.219%
27 24.915 3705 3715 3722 rBV 827705 2127952 13.38% 3.379%
28 24.986 3722 3727 3739 rVB2 222047 609164 3.83% 0.967%
29 25.462 3801 3808 3820 rVBS8 95690 309061 1.94% 0.491%
30 26.061 3899 3910 3922 rVB2 623978 1994504 12.54% 3.167%

31 26.278 3935 3947 3948 rBv4 222130 719507 4._.52% 1.142%
32 26.490 3975 3983 3998 rVB3 488613 1642620 10.33% 2.608%
33 27.436 4134 4144 4153 rBV2 308152 1046191 6.58% 1.661%
34 27.536 4155 4161 4172 rVB 161504 509037 3.20% 0.808%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 29.093 4417 4426 4440 rVB3 153862 628189 3.95% 0.997%
36 30.415 4640 4651 4698 rBV3 434476 3761636 23.66% 5.973%
37 32.336 4963 4978 5000 rvB4 272159 1547791 9.73% 2.458%

Sum of corrected areas: 62976920

8270-BG062619.M Fri Jun 28 16:30:13 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG041481.D
5000000

4000000
3000000
2000000

1000000
7.56 8.35 921
5.57 7.19 8.03 | 10.85

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 8. 50 9.00 9. 50 10 00 10. 50 11. 00 11. 50 12. 00 12. 50
Abundance TIC: BG041481.D
18,33 19.59

5000000

4000000

3000000

20.03
2000000

19.4

Ot

13.29
1000000 16.17 22.45

21,84
17.42 2029 2078 R
14{.\614.96 16.75 i 18.95 \

R B R e a e L e A T e et e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041481.D

5000000
4000000
3000000

2000000

1000000 23.14 23.96 24.92

26.06 26.49 074 30.41
99 oe 46 26.2 94 29.09 32.34

O T T o o T T T T T o T o e T T T o T T T e e A T T o

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 unknown7.56 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.56 90.37 ng 809676 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 761 (7.559 min): BG041481.D (-753) (-) m/z 132.00 100.00%

132
5000 68

9% R e S e
| 75 103 ‘ 720 7.40 7.60 7.80
o.,....,...!!'!.‘.‘?" 1 B i B £ AR | m/z 68.00 47.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 LA L L L L L L L L I

7.20 7.40 7.60 7.80
m/z 66.00 34.08%

|| (7 o ‘I\
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #14146. 4-Chloro-6-fluoro-pyrimidine
132

7.20 7.40 7.60 7.80

o

5000 97 m/z 134.00 32.05%
70
31
44 51 €0 7 86 105 116
o} N S Y M M MM BN MBS 1}
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl-  EEam L L ERRE

132 7.20 7.40 7.60 7.80
m/z 69.00 21.31%

5000
78 104
27 39 51 63 ‘ 92 ‘
0 | \‘m \M\ \M\ \‘\ Al ‘ 117 ‘
L L L L L L L L L L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.33 664.42 ng 15901200 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2594 (18.329 min): BG041481.D (-2578) (-) m/z 73.00 100.00%
43 B
5000 129 013 //w\
i 157 165 28 15100 18,20 16,40 15,60
o 2¢8 281 299 m/z 60.00 86.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 AR AU AR
18.00 18.20 18.40 18.60
m/z 43.05 84.09%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid
78
43 USROS BUNRA BUURRE

18.00 18.20 18.40 18.60

5000 129 m/z 41.00 T77.77%
2
1
04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid A N BaE R e
43 73 18.00 18.20 18.40 18.60
m/z 55.05 77.24%

5000 129
2
o e

T T T 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60

—

>
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Heptadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.95 15.46 ng 370023 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2700 (18.952 min): BG041481.D (-2694) (-) m/z 73.00 100.00%
43 <}
5000 ““vwW«wKJN~M/\LVNNNM,N“J/
129 227
171185 T e T
199213 18.60 18.80 19.00 19.20
o} m/z 43.05 90.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119368: Heptadecanoic acid
43 73
5 270
5000 AR AR AR
- 18.60 18.80 19.00 19.20
0
171185 m/z 55.00 87 .65%
o 143157 199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
43 g1 18.60 18.80 19.00 19.20
5000 129 m/z 41.00 84 .55%
29 185 228
115
1 14357171
0 Inlldlﬁm“,¢‘ﬁh ﬁ %H ! ‘v..t.%?rn.. J.fg????.l.. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid  EE R e SRR R
73 18.60 18.80 19.00 19.20
m/z 60.00 74.51%
43 57
5000
129
29 115 171 214
5| T s 185,
ok SII‘”II‘I\HMIMH |||||‘|‘||‘|‘|||‘|‘||‘::l:‘::n|||||||||||||||||||||||| R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18/60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 trans-13-Octadecenoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.45 155.97 ng 3732860 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 99
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
3 Oleic Acid 282 C18H3402 000112-80-1 99
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 98
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 98

Abundance Scan 2785 (19.451 min): BG041481.D (-2773) (-) m/z 55.00 100.00%

5000

b

26 19.20 19.40 19.60 19.80
151166180 222
0 207 236250 m/z 41.00 74.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid

5000 LI i O
19 20 19. 40 19. 60 19. 80

m/z 69.05 65.99%

o 125139 165180 2072222362502 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid

19.20 109. 40 19. 60 19.80

a1
5000 m/z 83.00 49.85%
JL 2 125 151165180 2072222362502 282
N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129335: Oleic Acid S IR e s
41 o 19.20 19.40 19.60 19.80
m/z 43.05 48_.56%
5000
2
. L I 123137151166180194 220235 2064 282
e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.59 335.63 ng 10145100 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2809 (19.592 min): BG041481.D (-2798) (-) m/z 73.00 100.00%
8 7
5000 129 !
o 185 241
284
157 213 \ 19.20 19.40 19.60 19.80 20.00
o 1 B0 Bl B 264 | 327 3% | sz 43.10  96.21%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
B 7
5000 129
19.20 19.40 19.60 19.80 20.00
o 185 o 284 m/z 60.00 86.19%
0! 15 n 157 | |. 12:!'3 L | 265 ||
m/z--> 50 100 1éo 260 2éo 360 350
Abundance #107549: n-Hexadecanoic acid
60
4 19.20 19.40 19.60 19.80 20.00
5000 129 m/z 55.00 83.54Y%
H H 157 185 213 256
OIIII\I\III J H lﬂl I\ ..{.‘.‘..‘.. A N
m/z--> 50 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43 7B 19.20 19.40 19.60 19.80 20.00
m/z 57.05 78.83%
5000 129
H 97 199 242
e ||
0 ‘ | il I. ‘.‘ I, iI‘IL I“‘\I u .‘ I F‘8¢) ; ——— ———t
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Octacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.29 18.68 ng 564767 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heptadecane 240 C17H36 000629-78-7 93
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3098 (21.290 min): BG041481.D (-3093) (-) m/z 57.05 100.00%
57 ﬂ
5000 85
RIS SRS SN BRI SUNRE
113 141 169 21.00 21.20 21.40 21.60
ol LA LGy T 169 107 225044267 295314 352 o 4305 73.50%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 L UL B B UL
mmmmmmmm
- m/z 71.05 63.71%
oL T 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
1 21.00 21.20 21,40 21.60
5000 85 m/z 85.10 51.48%
29 ] U3 1y
ol L by 1 100 107 225 253 205 3p3 %67
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane AL L B L BN BB B N
57 21.00 21.20 21.40 21.60
m/z 41.00 31.07%
5000 85
29
. L 141 169 196 240
m/z--> % @ m ﬁ 250 ﬁ @ ' mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Tricosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.84 24 .66 ng 745301 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3192 (21.843 min): BG041481.D (-3186) (-) m/z 57.10 100.00%
57
85 \
5000
U BRI SUNIA SRS B
113 21.60 21.80 22.00 22.20
141 169
ol ‘ , l AT 109 107 225 253277 309 w2366 o431 72.99%
m/z--> 50 100 150 200 250 300 350
Abundance #164577: Tricosane
57
5000 85 LR B SURRL BN I
2160 21.80 22.00 22.20
m/z 71.05 68.79%
29 324
oL LA T M 209,297 225 253 o
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71 2160 21.80 22.00 22.20
5000 m/z 85.05 53.69%
99 196
N sl | 4157155 | 225 252 280
NI L UL SRR LY UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R RREEEEEE S
57 21.60 21.80 22.00 22.20
m/z 41.00 32.87%
- I W—L\
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 13
R.T. EstConc Area Relative to ISTD R.T.
22.45 37.93 ng 1146600 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 92
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3295 (22.448 min): BG041481.D (-3289) (-) m/z 57.05 100.00%
g7
5000 8 \
\ 113 | 22.20 22.40 22.60 22.80
41 169 : : : :
 — ,.l. WA 169 197219289 267 300 337 380 | 43 10 75, 64%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R BN BRI BN B
22120 22.40 22.60 22.80
m/z 71.05 66.47%
. 29 | u1}3J1§1|169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
2220 22.40 22.60 22.80
5000 85 m/z 85.10 51.97%
29
0 ‘1 1 i ] || 1::-3 Il 141 169 197 225 253 282
m/z--> 50 100 150 260 250 300 350
Abundance #202263: Octadecane, 1-iodo- e B R R
57 22.20 22.40 22.60 22.80
m/z 55.00 30.31%
85
5000
oL, LR e g | 380
m/z--> 50 100 150 2& 250 300 350 22120 22,40 22.60 22.80

8270-BG062619.M Fri Jun 28 16:30:19 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.14 51.92 ng 1569390 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
Abundance Scan 3413 (23.141 min): BG041481.D (-3406) (-) m/z 57.05 100.00%
57
5000 85
113 22.80 23.00 23.20 23.40
141 169
oL, | , i | L2280 107 225 267 205 337 364 394 429 | T 4305 70.090%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 SNUSSAUVEAA AR
22'80 23.00 23.20 23.40
113 m/z 71.05 63.54%
o L[ 383 21 239 067 3O
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 49.62%
o3t d 1121141 160 197 %2 567 204 323 352
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209567: Eicosane, 9-octyl- T
43 22.80 23.00 23.20 23.40
m/z 55.00 28.99%
71
5000
99 281
oL Lk (127 155 183 211 238 | 309 336 365 392
m/z--> 50 100 1&'30 200 25'30 300 350 400 2280 23.00 2320 23.40

8270-BG062619.M Fri Jun 28 16:30:19 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.96 66 .56 ng 2027150 Perylene-d12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Tetratetracontane 619 C44H90 007098-22-8 94
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93

Abundance Scan 3552 (23.958 min): BG041481.D (-3543) (-) m/z 57.05 100.00%

57
5000

99 T TTrTrT TTTrT TTrTT UL T
141 183 295 23.60 23.80 24.00 24.20
- 1,1,, B T AN m/z 43.05 69.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153223: Docosane

5000 TR e TR
23.60 23.80 24.00 24.20

m/z 71.10 63.70%

o

0 141 183 239 310
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57
R e S
23. 60 23. 80 24.00 24.20
5000 m/z 85.10 50.33%
99
o [ 141 183 239 551 g3
e o b Bt B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R
57 23. 60 23. 80 24. 00 24 20
m/z 55.00 29.09%
5000
97
ol 26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
A A e e e e e e T e T e S e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24. 00 24.20

8270-BG062619.M Fri Jun 28 16:30:20 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Docosane, 11-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .92 69.86 ng 2127950 Perylene-di12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 95
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
4 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3716 (24.921 min): BG041481.D (-3705) (-) m/z 57.05 100.00%

57
5000 85 J/\_
13 24.60 24.80 25.00 25,20
141 169

i § LA 97,225 253 280 309 337 365 393 | ../, 43 05 66.37%

m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane

5000 T T T T
24 60 24 80 25. 00 25 20

m/z 71.05 65.93%

324

0 3 141 169 197 239 267 995
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
R R e N NN
24 60 24 80 25.00 25.20
5000 85 m/z 85.10 51.20%
113
oL L | 141 169 210,239 267 309 336 366
..,... . ....,. L e e AR AL
m/z--> 50 100 150 200 250 300 350
Abundance #194505: Heneicosane, 11-pentyl- T TP T T
43 24 60 24 80 25. 00 25 20

m/z 55.00 29.07%

71
5000
224
99 295
‘ \J‘ | 4127 155 183 253 0 323 364
P A R

m/z--> 50 100 150 200 250 300 350 24 60 24 80 25. 00 25 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.06 65.48 ng 1994500 Perylene-d12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Tetratetracontane 619 C44H90 007098-22-8 95
3 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 91
4 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3910 (26.061 min): BG041481.D (-3899) (-) m/z 57.10 100.00%
57
% 25,80 26.00 26.20 26.40
141 183 : : : :
ok M| L1 183 225 267 309 351 _a06 PG 68 01k
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57
5000 SRR TR S SN B
25.80 26.00 26.20 26.40
m/z 71.05 61.94%
99 239
o | 14 183 261 323
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
25.80 26.00 26.20 26.40
5000 m/z 85.10 49_.20%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

N

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl- I e e
57 25.80 26.00 26.20 26.40
m/z 55.00 29.22%
5000

%

9
| 141 183 225 295 337 378 420

L — e RAEE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25. 80 26. 00 26 20 26. 40

8270-BG062619.M Fri Jun 28 16:30:21 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 n-Tetracosanol-1 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
26.28 23.62 ng 719507 Perylene-di12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 95
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 92
Abundance Scan 3947 (26.278 min): BG041481.D (-3935) (-) m/z 57.05 100.00%
5 g3
5000 11
139 26.00 26.20 26.40 26.60
181 210
N -“. . 58 231 270295 327 357 392 /2 43.00 94 _46%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
a7 83
5000 111 LA L L L L L L L
26.00 26.20 26.40 26.60
m/z 55.00 88.57%
29 139
o | l 167 (195 222 250 280 308 336
m/z--> 50 100 1éo " 200 250 300 350 '
Abundance #210517: 1-Heptacosanol
57 o7
26,00 26.20 26.40 26.60
5000 m/z 83.05 81.94%
125
o 290 1 A | g i 1198 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 '
Abundance #166292: Behenic alcohol L
55 83 26.00 26.20 26.40 26.60
m/z 97.00 77 .89%
29
ol L {1?91167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 ' 26.00 26.20 26.40 26.60

8270-BG062619.M Fri Jun 28 16:30:22 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 unknown26.49 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.49 53.93 ng 1642620 Perylene-di12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-bis(l-buten-3-vI)- 186 C14H18 1000162-73-9 27
2 Quinoline. 7-methvl- 143 C10H9N 000612-60-2 14
3 2-Naphthalenamine. 1.2.3.4-tetra... 215 C15H21N 068157-16-4 14
4 Quinoline. 8-methvl- 143 C10H9N 000611-32-5 14
5 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 14
Abundance Scan 3983 (26.490 min): BG041481.D (-3975) (-) m/z 143.00 100.00%
5000 304
275
26.20 26.40 26.60 26.80
o i ] 0232 827 869, | 1 sz 43.00  74.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50387: Benzene, 1,2-bis(1-buten-3-yl)-
129
157
5000 BN BN SR SUNR
o1 26.20 26.40 26.60 26.80
o7 95 J \ m/z 135.05 66.31%
186
O‘ﬂﬂlu;.ihllu,].”.l,..lll Ml e
m/z--> 50 100 150 200 250 300 350 400
Abundance #20090: Quinoline, 7-methyl-
143
26,20 26.40 26,60 26.80
5000 m/z 129.00 51.65%
39 63 gg 1°
0"LPJ”“4T'“'3|""|""|”"|""|""|"
m/z--> 50 100 150 200 250 300 350 400
Abundance #73560: 2-Naphthalenamine, 1,2,3,4-tetrahydro-N-methyl-1-(... T T T T T
85 143 26.20 26.40 26.60 26.80
m/z 394.30 51.60%
5000
14 65 115] | }172 215
LA L A L L W Sy
m/z--> 50 100 150 200 250 300 350 400 26.20 26.40 26.60 26.80

8270-BG062619.M Fri Jun 28 16:30:23 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27 .44 34.35 ng 1046190 Perylene-d12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 95
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 4145 (27.442 min): BG041481.D (-4134) (-) m/z 57.05 100.00%
57
5000
% 27.20 27.40 27.60 27.80
155 : : : :
oAb J25 2288 300 ses s 69, 76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 B R R L R

27.20 27.40 27.60 27.80
m/z 43.10 67.82%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl-
5[7
R EAEEREEE SRR
27.20 27.40 27.60 27.80
5000 m/z 85.10 56.50%

9
| 141183 225 295 337 378 420

LM
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane AR RS
57 27.20 27.40 27.60 27.80
m/z 55.00 31.28%
5000
99
N [, 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27. 20 217. 40 217. 60 27. 80

8270-BG062619.M Fri Jun 28 16:30:24 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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-Benzoimidazole, 2-(3,4-d... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
27 .54 16.71 ng 509037 Perylene-di12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzoimidazole. 2-(3.4-dichlo... 292 C14H10CI2N20 1000303-57-7 50
2 Tunasten. cvclopentadienvl-cinna... 464 C17H1204W 1000102-51-8 42
3 .beta.-Eudesmol. trimethvisilvl ... 294 C18H340Si 1000334-00-1 39
4 Silane. ethoxvtriethvl- 160 C8H200Si 000597-67-1 9
5 Pyrido[2,3-d]pyrimidine 131 C7H5N3 000254-61-5 9
Abundance Scan 4162 (27.542 min): BG041481.D (-4155) (-) m/z 131.00 100.00%
131
5000 )/\\_
R
57 g1 105 27.20 27.40 27.60 27.80
Ol plplr g 20, 191219242 281 326 357 405 487 1777132 00  10.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137394: 1H-Benzoimidazole, 2-(3,4-dichlorophenoxymethyl)-
131
5000
27.20 27.40 27.60 27.80
77 m/z 57.05 6.71%
oL 38 [ 1 ) 161 103 207 256 22
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #229842: Tungsten, cyclopentadienyl-cinnamoy! tricarbonyl
131
350 27.20 27.40 27.60 27.80
5000 103 m/z 43.00 5.66%
77 249
> 175 221 | 276299524 408 436
bbb
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139596: .beta.-Eudesmol, trimethylsilyl ether Al BREa e
131 27.20 27.40 27.60 27.80
m/z 75.00 5.42%
5000
73
oL At 1.9 161189 223 279
m/z--> 50 100 150 200 250 300 350 400 450 27.20 27.40 27.60 27.80

8270-BG062619.M Fri Jun 28 16:30:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

29.09 20.62 ng 628189 Perylene-d12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 4426 (29.093 min): BG041481.D (-4417) (-) m/z 57.05 100.00%

57
5000

99  EEREREEEERES S
28.80 29.00 29.20 29.40
141 183 224256 295 400
ob AL Ly 183 224056 205325363 400 m/z 71.10 63.74%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA L L L L L L

28 80 29. 00 29 20 29. 40
m/z 43.05 58.38%

141 183 225 267 309 351 393 435 491 535 574 617

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
517
s  REEaE R s
28.80 29.00 29.20 29.40
5000 m/z 85.10 48.42%
99
ol | 14 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane e SRR El A
57 28.80 29.00 29.20 29.40
m/z 55.00 29.60%
5000
99
ob_26] I 1)) 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 28 80 29. 00 29 20 29. 40

8270-BG062619.M Fri Jun 28 16:30:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 _gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
30.41 123.50 ng 3761640 Perylene-d12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 97
2 _beta.-Sitosterol 414 C29H500 000083-46-5 96
3 Cholestan-3-one. 4.4-dimethvl-. ... 414 C29H500 002097-85-0 38
4 Stigmastan-7-one 414 C29H500 055331-88-9 35
5 17-(1,5-Dimethylhexyl)-10,13-dim. .. 414 C29H500 1000210-86-9 27
Abundance Scan 4650 (30.409 min): BG041481.D (-4640) (-) m/z 43.05 100.00%
43
5000 wHNNNVV,QJWV}/K\\m\”“*w~nww~
30,00 30.20 30.40 30.60 30.80
ok, m/z 55.00 61.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 MUY
30.00 30,20 30.40 30.60 30.80
m/z 105.00 56 .51%
[
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
30,00 30.20 30.40 30.60 30.80
5000 m/z 57.00 54 _.26%
107 414
255, 303 329
ob— ‘ H |HL ‘h H lmm ML A \h Un M ‘ ZB 2?5 } |3|5‘|1 |3|8\1| w -
m/z--> 50 100 150 200 250 300 350 400
Abundance #217447: Cholestan-3-one, 4,4-dimethyl-, (5.alpha.)- A EEE e e
43 30.00 30.20 30.40 30.60 30.80
414 m/z 145.00 53.24%
5000 123
l 147 o1 250 5o
s 2 LT s | ) e
m/z--> 50 100 150 200 250 300 350 400 30.00 30,20 30.40 30.60 30.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062719\
Data File : BG041481.D

Aca On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG062619_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 unknown32.34 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
32.34 50.82ng 1547790  Perylene-d12 24.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2.3-Dihvdro-4-methvl-1H-1_5-benz... 174 CIOHION20 006276-48-8 27

2 3H-T1.3.410xadiazole-2-thione. 5... 369 C20H20FN30S 1000302-48-0 27
3 Butvl 3.6-dichloropvridine-2-car... 247 C10H11CI2NO2 1000373-31-6 27
4 3.3-Dimethvl-4-hvdroxv-N-2-I6-me... 395 C18H25N305S 033406-86-9 27

5 2-Methyl-5-methoxytryptamine 204 C12H16N20 003143-97-3 25
Abundance Scan 4979 (32.342 min): BG041481.D (-4963) (-) m/z 174.00 100.00%
5000 /\
3200 3220 3240
297 368 - - -
o 325 m/z 161.00  40.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #40880: 2,3-Dihydro-4-methyl-1H-1,5-benzodiazepin-2-one
174
134
5000 LA L L L L L B )
106 32.00 32.20 32.40
39 g m/z 187 .00 33.07%
ol15 |
- T I —TrTT I T T 1 T T T 1 T I LI . I T T 1 T I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #196100: 3H-[1,3,4]Oxadiazole-2-thione, 5-(4-fluorophenyl)...
174
B i e e
32.00 32.20 32.40
5000 m/z 43.10 29.67%
42 70 95 136 196
ol d L LR, | 210 256288 w9
m/z--> 50 100 150 200 250 300 350 400
Abundance #99430: Butyl 3,6-dichloropyridine-2-carboxylate —
147 174 32.00 32.20 32.40
m/z 159.00 28.46%
5000
56 110
29
- :
0 .J.t‘ﬂ=‘.L¢.,‘.“.. A NMJ..‘?% A B -, L
m/z--> 50 100 150 200 250 300 350 400 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062719\
Data File : BG041481.D

Acq On : 27 Jun 2019 8:41

Operator : HP/JU

Sample : K3511-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_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 .56 7.56 90.4 ng 809676 1 8.03 179190 20.0
n-Hexadecanoic acid 18.33 664.4 ng 15901200 4 17.42 478650 20.0
Heptadecanoic acid 18.95 15.5 ng 370023 4 17.42 478650 20.0
trans-13-Octadece... 19.45 156.0 ng 3732860 4 17.42 478650 20.0
Octadecanoic acid 19.59 335.6 ng 10145100 5 21.70 604547 20.0
Octacosane 21.29 18.7 ng 564767 5 21.70 604547 20.0
Tricosane 21.84 24.7 ng 745301 5 21.70 604547 20.0
Hexacosane 22.45 37.9 ng 1146600 5 21.70 604547 20.0
Docosane 23.14 51.9 ng 1569390 5 21.70 604547 20.0
Octadecane, 2-met... 23.96 66.6 ng 2027150 6 24.99 609164 20.0
Docosane, 11-butyl- 24 .92 69.9 ng 2127950 6 24.99 609164 20.0
Heptadecane, 9-oc... 26.06 65.5 ng 1994500 6 24.99 609164 20.0
n-Tetracosanol-1 26.28 23.6 ng 719507 6 24.99 609164 20.0
unknown26 .49 26.49 53.9 ng 1642620 6 24.99 609164 20.0
Tetratetracontane 27 .44 34.4 ng 1046190 6 24.99 609164 20.0
1H-Benzoimidazole... 27.54 16.7 ng 509037 6 24.99 609164 20.0
Heneicosane 29.09 20.6 ng 628189 6 24.99 609164 20.0
-gamma.-Sitosterol 30.41 123.5 ng 3761640 6 24.99 609164 20.0
unknown32 .34 32.34 50.8 ng 1547790 6 24.99 609164 20.0
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