LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 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-BG022420 .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 5.451 395 402 415 rBV 972349 1603537 39.85% 6.078%
2 6.561 585 591 599 rVB 37590 60869 1.51% 0.231%
3 7.049 665 674 691 rBV 975662 1735917 43.14% 6.580%
4 7.871 807 814 824 rBV 223826 379893 9.44% 1.440%
5 8.194 861 869 879 rBV 794643 1366181 33.95% 5.179%
6 9.029 1003 1011 1030 rBV 565282 1074119 26.70% 4_.072%
7 10.674 1283 1291 1305 rBV 283600 548390 13.63% 2.079%
8 13.136 1702 1710 1723 rBV 1627417 2625222 65.25% 9.951%
9 13.970 1848 1852 1864 rVB 42897 75955 1.89% 0.288%
10 14.481 1931 1939 1941 rBvV 356712 516479 12.84% 1.958%

11 14.516 1941 1945 1954 rVB 481392 788986 19.61% 2.991%
12 16.003 2188 2198 2209 rBV 1416314 2212304 54.98% 8.386%
13 17.260 2405 2412 2418 rBV 618273 1017674 25.29% 3.858%
14 18.165 2556 2566 2573 rBv4 20576 47833 1.19% 0.181%
15 18.418 2603 2609 2632 rBV 85535 198040 4.92% 0.751%

16 19.311 2757 2761 2769 rBV 34857 64265 1.60% 0.244%
17 19.669 2814 2822 2825 rBV2 32206 61058 1.52% 0.231%
18 19.875 2850 2857 2866 rBV 3034488 4023533 100.00% 15.251%
19 20.192 2898 2911 2918 rBV6 39670 104209 2.59% 0.395%
20 20.686 2989 2995 2998 rBV2 54934 70581 1.75% 0.268%

21 20.985 3040 3046 3054 rBV 765729 957839 23.81% 3.631%
22 21.167 3068 3077 3087 rBV 461565 764796 19.01% 2.899%
23 21.496 3126 3133 3148 rBV 705977 1206739 29.99% 4._.574%
24 21.702 3163 3168 3175 rBV 135595 192641 4._.79% 0.730%
25 21.931 3203 3207 3215 rVB6 28939 43637 1.08% 0.165%

26 22.072 3226 3231 3237 rVB2 21450 45764 1.14% 0.173%
27 22.290 3261 3268 3284 rBV3 233213 591670 14.71% 2.243%
28 22.942 3373 3379 3392 rVB 144691 286729 7.13% 1.087%
29 23.124 3406 3410 3425 rVB7 24686 83337 2.07% 0.316%
30 23.271 3429 3435 3449 rVvv4 82591 198498 4_.93% 0.752%

31 23.706 3502 3509 3515 rBV 168785 343641 8.54% 1.303%
32 24.563 3645 3655 3674 rBV3 431406 1415120 35.17% 5.364%
33 25.092 3737 3745 3754 rVvB2 121101 314310 7.81% 1.191%
34 25.674 3834 3844 3852 rBV2 100626 300949 7.48% 1.141%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 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

Method = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG022420.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 25.780 3856 3862 3872 rVVv7 28352 89543 2.23% 0.339%

36 27.683 4177 4186 4200 rVB5 60454 220191 5.47% 0.835%
37 29.581 4499 4509 4510 rBV9 44766 105740 2.63% 0.401%
38 30.104 4591 4598 4608 rVB10 25206 93210 2.32% 0.353%
39 30.697 4688 4699 4722 rVB5 108002 551894 13.72% 2.092%

Sum of corrected areas: 26381293
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3000000

TIC: BG044607.D

2500000

2000000

1500000

5.45 7.05

1000000
8.19

9.03

500000
787 10.67

6.56

350 400 450 5.00 550 6.00 650 700 750 8.00 850 9.00 9.50 10.
TIC: BG044607.D

0

L LA B e e e o
Time--> 00 10.50 11.00 11.50 12.00 12.50

Abundance
3000000

19.87

2500000

2000000

13.14

1500000 16.00

1000000
20.99 o150
17.26
14.52

500000 YIS

13.97 18,1542 19.3119.67

e S R Lot S

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: BG044607.D
3000000

20.19 20.69

2500000
2000000
1500000

1000000

500000 24.56

2903 57 2371 2509 2 30.70

e

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

27.68 29.58 30.10
AN I —

0
Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 trans-.beta.-Ocimene Concentration Rank 11

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

6.56 3.20 ng 60869 1,4-Dichlorobenzene-d4 7.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-.beta.-0Ocimene 136 C10H16 003779-61-1 94
2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 92
4 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 591 (6.561 min): BG044607.D (-585) (-) m/z 93.10 100.00%
93
5000
77 .
s “ o 105 12|1 136 620 640 6.60 680
0 .,....,....;:'...,'.-'.'..,..' ....!....,..'..,.~.|.--.,....',....,...'.,... m/z 91.10 47.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15727: trans-.beta.-Ocimene
93
5000 IR AR BARSERARAR S
79 620 6.40 6.60 6.80
&7 105 121 m/z 92.10 34.70%
| | 136
0' “'w'“'b'“J' .'H,”.hh”n“!” RABIDARSSARSSARARE AN
m/z--> 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
620 640 660 6.80
5000 m/z 77.10 29.07%
41 7
27 53 67 105 121 136
0'P'”P'”I””I”'%L'W'”'P“'P'“P'”I”'W”'W'”W'”
m/z--> 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 R REEEE
93 6.20 6.40 6.60 6.80
m/z 79.10 24 .75%
5000
41
105 121 136
O'P'”I”'WJ”'ﬂM”I'U“'”'P'”IJ'W'L“P'”””'W'”W'” SRR U SRR
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 3 Scopoletin Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.42 3.8 ng 198040  Phenanthrene-d10 17.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 scopoletin 192 Cl0H804 000092-61-5 98

2 2-Chloro-7-methoxvnaphthalene 192 C11HOCIO 067061-67-0 50
3 2-n-PropvlIll.3.21dioxarsinane 192 C6H13As02 1000322-39-7 49
4 6-l1sopropvl-benzothiazol-2-vlamine 192 C10H12N2S 032895-14-0 47
5 2,3-Diketo-6-methoxybenzo[b]pyran 192 C10H804 1000071-89-6 43
Abundance Scan 2609 (18.418 min): BG044607.D (-2603) (-) m/z 192.00 100.00%
192
149 1rr
5000
69 29 121 164
93 107 18.20 18.40 18.60 18.80
ol et .'|' ,-'..~.='|,'..:-.,....,'..1.3.5,..'..,.-...,.. 2% "m/z 177.00 61.95%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #54143: Scopoletin
192
177
5000 149 LN SN BRI SR R
69 1820 18.40 18.60 18.80
o 121 164 m/z 149.00 56.59%
15 2939 | 81 92 107 135 |
m/z--> 20 40 éo 85 160 120 140 160 180 200
Abundance
192
149 i '1'8'2'0' 18.40 18.60 18.80
5000 m/z 69.00 34 .06%
47 go 114126 162
O S B . o e e o B B e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54792: 2-n-Propyl[1,3,2]dioxarsinane
149 18.20 18.40 18.60 18.80
m/z 164.00 27 .27%
43
5000 119 192
57
0"'|""|""|""|"‘*'|'"'|"'"|""|""|""|"" LR ML BN BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Cinnamyl cinnamate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.99 15.87 ng 957839 Chrysene-di12 21.50
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 N-(p-Vinvlbenzov)-l1-alanine 219 C12H13NO3 139184-60-4 50
4 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 50
5 p-Vinylbenzohydrazide 162 C9H10N20 1000244-74-9 50
Abundance Scan 3047 (20.991 min): BG044607.D (-3040) (-) m/z 131.00 100.00%
131
5000
103
‘ 2 20.60 20.80 21.00 21.20 21.40
ol N .l 55173192 | 236 264283 327 n/7 115.05  37.37%
m/z--> 100 150 200 250 300
Abundance #114231: Cinnamyl cinnamate
131
5000
103 20.60 20.80 21.00 21.20 21.40
0,
o 77 “ 219 - m/z 117.10 33.34%
0 | | , 173192 | 236
m/z--> 50 100 150 200 250 300
Abundance
131
20.60 20.80 21.00 21.20 21.40
5000 m/z 103.05 28.63%
77 103
a1 188
58 157
e UL S S L L LI B
m/z--> 50 100 150 200 250 300
Abundance #76401: N-(p-Vinylbenzoyl)-l-alanine
131 20.60 20.80 21.00 21.20 21.40
m/z 77.05 20.42%
5000
77 103 175
o273t J | 148 t 201219
m/z--> 50 100 150 200 250 300 ' 20,60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.17 12.68 ng 764796 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Cvclohexadecane 224 C16H32 000295-65-8 93
5 1-Octadecene 252 C18H36 000112-88-9 92

Abundance Scan 3077 (21.167 min): BG044607.D (-3068) (-) m/z 57.10 100.00%
87 g3
5000 111
3 139 20.80 21.00 21.20 21.40
o A g 1750 168 196 224 252 a1 355 L7 s G ga.oaw
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000
111 20.80 21.00 21.20 21.40
- m/z 83.05 80.80%
0 'y |139, 199 101210 238 g5283
m/z--> 50 100 150 260 250 300 350
Abundance
55 83
20.80 21.00 21.20 2140
5000 111 m/z 55.10 75.92%
29
o 139 167 196 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R R e S
55 83 20.80 21.00 21.20 21.40
m/z 97.10 73 .14%
5000 1 J\\A
29
0 | J‘ I 1M1ﬁ9 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.70 3.19 ng 192641 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3168 (21.702 min): BG044607.D (-3163) (-) m/z 57.10 100.00%

57
85
5000

s A SRR
] 1“mhmnzm 281 327 21.40 21.60 21.80 22.00

ol ..L ] e e e m/z 71.10 71.81%
m/z--> 50 150 200 250 300 350
Abundance #83028: Hexadecane

l%

5000 85
21.40 21.60 21.80 22.00

m/z 43.10 68 .24%

113
LA s B s s e |....|....|....|....|..
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B LI B o e e e
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 58.54%
29
. U3 141 160 107 225 253 205 323 367
LB e s B e e L B B s e s s B T B B B B R
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane I B B A B B B |
57 21.40 21.60 21.80 22.00
m/z 55.10 24 _45%
85
5000
29 113
oL Tl JI | 141,169 197 225 253 296
LA e s e LI e s B BB s s s LB e
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Sulfurous acid, pentadecyl ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.29 9.81 ng 591670 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 91
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 3268 (22.290 min): BG044607.D (-3261) (-) m/z 57.10 100.00%
57
5000
\111 22.00 22.20 22.40 22.60
141 : : : :
o3, ' a0 107 222239 281 3% | nzu 71,05 72.71%
m/z--> 50 100 150 200 250 300 350
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
48
71
5000
22.00 22.20 22.40 22.60
97 m/z 43.05 68.19%
o.-u.-,.-J.l.L..h, B ss g 20
m/z--> 50 100 150 200 250 300 350
Abundance
43
o | 22.00 22.20 22.40 22.60
5000 m/z 85.10 53.70%
97
0 125 188 197 231 261
m/z--> 50 100 150 200 250 300 350
Abundance #156673: Ethanol, 2-(octadecyloxy)-
7 22.00 22.20 22.40 22.60
m/z 55.10 44 . 75%
5000 85
29
111
ol .“[ .‘\\Iillf}l |16|9| ?‘97|2|2‘}|252||2|83| |311 — s e Rt ot
m/z--> 50 100 150 200 250 300 350 22,00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.94 4.75 ng 286729 Chrysene-di12 21.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Pentacosane 352 C25H52 000629-99-2 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 3379 (22.942 min): BG044607.D (-3373) (-) m/z 57.10 100.00%
57
85
5000
UL 12101 109 107 208 350 205 27 50 22160 7280 73000 7220
b b b Ll L T9 107 225 252 295 827 385 0 Tmyz  71.10 74.79%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
22.60 22.80 23.00 23.20
m/z 43.10 61.47%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57
g5 22.60 22.80 23.00 23.20
5000 m/z 85.10 56.01%
113
oL 3 141 169 197 225 253 281 399 338
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane N B e e e
57 22.60 22.80 23.00 23.20
m/z 55.05 20.88%
h ] \/\J/\j\\\
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1;0 ' 22.|60 22.|8O 23.'00 23.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.27 2.81 ng 198498 Perylene-di12 24 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
3 Tetradecanal 212 C14H280 000124-25-4 86
4 Octadecanal 268 C18H360 000638-66-4 80
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68

Abundance Scan 3435 (23.271 min): BG044607.D (-3429) (-) m/z 57.10 100.00%

7 82

5000

23.00 23.20 23.40 23.60
m/z 82.10 84 .95%

165 194 222 253 283

04
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-

5000
23.00 23.20 23.40 23.60

m/z 43.10 82 .56%

166 194211 250268

0!
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
R AR R Ra
23.00 23.20 23.40 23.60
5000 m/z 55.10 66.13%
110
ol 25 | 61 138 166 10417 236 264282
m/z--> 50 100 150 200 250 300 350
Abundance #71297: Tetradecanal R R A,
7 82 23.00 23.20 23.40 23.60
m/z 96.05 61.86%
5000
29
110
‘ } s 168 194
ol M"W,"{.n 2 S T e
m/z--> 200 250 300 350 23. 00 23 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.71 4.86 ng 343641 Perylene-d12 24 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 3510 (23.711 min): BG044607.D (-3502) (-) m/z 57.10 100.00%
57
85
5000
113 23.40 23.60 23.80 24.00
141 169
ol QLT 109100210 230 205 327 356 m/z 71.10 75.23%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
23.40 23.60 23.80 24.00
29 m/z 43.10 59.69%
113
oL DLy L 0 200 107 25 200
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance
57
23140 23.60 23.80 24.00
5000 85 m/z 85.05 54 _.09%
. 29 13 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane
57 23.40 23.60 23.80 24.00
m/z 55.10 21 .54%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 23. 40 23 60 23 80 24. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Oxirane, heptadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

25.09 4.44 ng 314310 Perylene-d12 24 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 96
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 1.13-Tetradecadiene 194 C14H26 021964-49-8 83
4 16-Octadecenal 266 C18H340 056554-87-1 83
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 81

Abundance Scan 3745 (25.092 min): BG044607.D (-3737) (-) m/z 57.10 100.00%

L:7)
5000
109

137 24.80 25.00 25.20 25.40
165 207 235 265 355 390 . . . .
oLl lu“ﬂapn.:.,n...,.'...,....,...., m/z 43.05 83.97%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
5000 TT T[T T T T[T T T T[T T T T[T TTT

24!80 25.IOO 25.I20 25.I40
m/z 82.10 82.93%

166 194913 236 264584

0!
m/z--> 50 100 150 200 250 300 350
Abundance
43 82
24.80 25.00 25.20 25.40
5000 m/z 83.10 59.58%
109
0 138 166 208208250069
A e T L B e
m/z--> 50 100 150 200 250 300 350
Abundance #56485: 1,13-Tetradecadiene A AR R
55 24.80 25.00 25.20 25.40
82 m/z 96.05 59_.57%
5000
29 109
o Lo e L
m/z--> 50 100 150 200 250 300 350 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.67 4.25 ng 300949 Perylene-d12 24 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Docosane 310 C22H46 000629-97-0 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3843 (25.668 min): BG044607.D (-3834) (-) m/z 57.10 100.00%

85
5000

:

25.40 25.60 25.80 26.00
m/z 71.10 75.88%

141 169 197

o 239 267 295

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

-

5000 85
25.40 25.60 25.80 26.00

m/z 85.10 59.52%

29 113
oL |y ﬂ [ 141,169 197 225 253 295 323 367
ol N L
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
_'_'_l—l_'_'_l_'—rl_'_'_'—r'_'_l_l—l_l_l_'_f
25.40 25.60 25.80 26.00
5000 85 m/z 43.10 56.01%
113
. 141 183 211 239 267 310
o T o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e B AR R
57 25.40 25.60 25.80 26.00
m/z 55.10 22 .66%
- I VVJ\/\'\/\\/
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
o T ol L s S et
m/z--> 50 100 150 200 250 300 350 400 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
27 .68 3.11 ng 220191 Perylene-d12 24 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Tetradecanal 212 C14H280 000124-25-4 87
5 12-Octadecenal 266 C18H340 056554-91-7 80
Abundance Scan 4185 (27.677 min): BG044607.D (-4177) (-) m/z 57.10 100.00%
g7 82
110 RIS BRI DU BRI U
3 1:;|;.7155 195 993 249 281 397 355 27.40 27.60 27.80 28.00
0! T e e A m/z 82.10 86.27%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
5000
27.40 27.60 27.80 28.00
110 250 m/z 43.10 84.67%
oLt e Sl | 1758 1es 194 222 P e
m/z--> 50 100 1%0 260 2éo 360 3%0
Abundance
43 82
| 27.40 27.60 27.80 28.00
5000 m/z 96.10 72 .39%
110
o0l28 65 138 166 104p17 236 264282
m/z--> §o 160 1%0 260 2éo 300 3%0
Abundance #117617: Oxirane, hexadecyl- B R A
4 8 27.40 27.60 27.80 28.00
m/z 55.10 57 .96%
5000
109
o 6 |\ 113 166183 20875 250268
m/z--> 50 100 @ 200 250 300 350 ﬂ@ﬂmﬂm%m
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022620\
Data File : BG044607.D

Aca On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 _beta.-Amyrin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
30.70 7.80 ng 551894 Perylene-d12 24 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amvrin 426 C30H500 000559-70-6 89
2 (1S.6R.95)-5.5.9.10-Tetramethvlt... 218 C16H26 1000298-97-8 87
3 _beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 74
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 74
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 53
Abundance Scan 4699 (30.697 min): BG044607.D (-4688) (-) m/z 218.20 100.00%
218
5000 % i
3|lTJI gf Iﬁg ar L 257083 327 401426 30.40 30.60 30.80 31.00
ol bbbl g J b L 27283 827 401436 Th777203.10 68.33%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #221180: .beta.-Amyrin
218
5000 UL AR R AR
30,40 30.60 30.80 31.00
5 69 95 180 m/z 219.20  20.17%
ol bl M. n }‘Ell || 257286311337365303 426
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
108 218
136162 30.40 30.60 30.80 31.00
5000 m/z 95.10 18.68%
41
79 189
L L U U L WL UL UL WL MMMWWWWM/\M”WJWRWM
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether R Raa e A RRAEE!
218 30.40 30.60 30.80 31.00
m/z 69.10 17.73%
- vaj\uw
0 “ H\“O7135 2 LH | 243 279304 337365393 498
nm/z--> 150 200 250 300 350 400 450 500 30,40 30.60 30.80 31.00 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022620\
Data File : BG044607.D

Acq On : 26 Feb 2020 17:25

Operator : CG/JU

Sample : L1681-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG022420_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]
trans-_beta.-Ocimene 6.56 3.2 ng 60869 1 7.87 379893 20.0
Scopoletin 18.42 3.9 ng 198040 4 17.26 1017670 20.0
Cinnamyl cinnamate 20.99 15.9 ng 957839 5 21.50 1206740 20.0
Heptadecyl heptaf... 21.17 12.7 ng 764796 5 21.50 1206740 20.0
Hexadecane 21.70 3.2 ng 192641 5 21.50 1206740 20.0
Sulfurous acid, p... 22.29 9.8 ng 591670 5 21.50 1206740 20.0
Heneicosane 22.94 4.8 ng 286729 5 21.50 1206740 20.0
Oxirane, hexadecyl- 23.27 2.8 ng 198498 6 24.56 1415120 20.0
Nonadecane 23.71 4.9 ng 343641 6 24.56 1415120 20.0
Oxirane, heptadecyl- 25.09 4.4 ng 314310 6 24.56 1415120 20.0
Hexacosane 25.67 4.3 ng 300949 6 24.56 1415120 20.0
Octadecanal 27.68 3.1 ng 220191 6 24.56 1415120 20.0
-beta.-Amyrin 30.70 7.8 ng 551894 6 24.56 1415120 20.0
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