LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

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-BG061520.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 5.496 403 410 424 rBV 687346 1231274 34.85% 5.475%
2 6.577 586 594 602 rVB 32077 54926 1.55% 0.244%
3 7.112 678 685 695 rBV 797279 1444585 40.89% 6.424%
4 7.494 745 750 758 rBV 37813 65482 1.85% 0.291%
5 7.893 811 818 826 rBV 190154 319009 9.03% 1.419%
6 8.216 864 873 881 rBV 688758 1205151 34.11% 5.359%
7 9.056 1008 1016 1027 rBV 535025 975725 27.62% 4 .339%
8 10.701 1288 1296 1308 rBV 242632 439542 12.44% 1.955%
9 13.168 1709 1716 1724 rBV 1497556 2401122 67.97% 10.678%
10 13.450 1755 1764 1771 rBVvV4 43454 100645 2.85% 0.448%

11 13.873 1831 1836 1842 rVB3 78956 117443 3.32% 0.522%
12 13.997 1853 1857 1864 rVB 209457 314425 8.90% 1.398%

13 14.508 1937 1944 1946 rBV2 62999 91795 2.60% 0.408%
14 14.549 1946 1951 1959 rvv2 410167 658848 18.65% 2.930%
15 14.619 1959 1963 1974 rVB4 15649 36034 1.02% 0.160%
16 14.807 1987 1995 2001 rBV5 30861 51665 1.46% 0.230%

17 16.047 2198 2206 2215 rBV 1307068 2022107 57.24% 8.992%
18 17.298 2410 2419 2425 rBV 512883 812855 23.01% 3.615%
19 19.824 2845 2849 2854 rVB 109995 140397 3.97% 0.624%
20 19.918 2859 2865 2872 rBV 2681206 3532872 100.00% 15.711%

21 20.077 2885 2892 2896 rBV 41695 66546 1.88% 0.296%
22 20.223 2915 2917 2925 rVBS8 31329 46822 1.33% 0.208%
23 20.335 2932 2936 2941 rBV2 27629 40295 1.14% 0.179%
24 20.564 2970 2975 2978 rBV2 85003 114141 3.23% 0.508%
25 20.605 2979 2982 2990 rVBS8 40362 77412 2.19% 0.344%

26 21.034 3050 3055 3061 rVB 202802 260235 7.37% 1.157%
27 21.210 3081 3085 3095 rBvV 223053 332602 9.41% 1.479%
28 21.557 3138 3144 3150 rBV 508800 800004 22.64% 3.558%
29 21.751 3174 3177 3181 rBV3 33529 38699 1.10% 0.172%
30 22.362 3273 3281 3290 rVB4 156959 403756 11.43% 1.796%

31 23.008 3387 3391 3395 rVB3 44402 72314 2.05% 0.322%
32 23.343 3443 3448 3454 rVB4 73994 128312 3.63% 0.571%
33 23.783 3516 3523 3529 rBV 264076 566570 16.04% 2.520%
34 23.848 3529 3534 3544 rVB4 102175 241380 6.83% 1.073%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 24.670 3665 3674 3689 rvB2 313020 944306 26.73% 4_.199%
36 25.193 3755 3763 3773 rVB3 128493 338701 9.59% 1.506%
37 25.781 3855 3863 3874 rVB3 218996 659249 18.66% 2.932%
38 25.904 3876 3884 3895 rBV7 67677 244393 6.92% 1.087%
39 27.831 4203 4212 4224 rVB5 107052 387030 10.96% 1.721%
40 29.769 4531 4542 4559 rVB8 142152 655173 18.55% 2.914%

41 32.401 4983 4990 4991 rBV7 31461 53205 1.51% 0.237%

Sum of corrected areas: 22487047
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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: BG045891.D

2500000

2000000

1500000

1000000
7.11
5.50 8.22

9.06
500000

789 10.70
6.58 7.49

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG045891.D

19192
2500000

2000000

1500000 13-17

16.05

1000000

21.56

17.30

500000

04
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: BG045891.D

2500000
2000000
1500000
1000000

500000 23.78 24.67

25.78
29.77
Bm%4%% }\2?9 F% 2ﬁ3 32.40

Time--> 2300 2350 2400 2450 2500 2550 2600 2650 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\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 15

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

6.58 3.44 ng 54926 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.17Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
2 _.alpha.-Pinene 136 C10H16 000080-56-8 91
3 trans-_beta.-Ocimene 136 C10H16 003779-61-1 87
4 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 83
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C10H16 018172-67-3 72

Abundance Scan 594 (6.577 min): BG045891.D (-586) (-) m/z 93.05 100.00%
9B
5000 -7
41 105 SRS SRS S R
| 53 67 |84 | 121 6.20 6.40 6.60 6.80 7.00
Ol et i bl il Ml L S Tz 91.05 47.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
9B
5000
6.20 6.40 6.60 6.80 7.00
a1 77 m/z 92.05 36 .75%
27 53 67 ‘ 105 121 e
0“I“'W'“HP'“um'Wu*'P”ml“'M““'P'“I“bW'“'P'“I”'W'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
SRR SRS SRS RRRRRRA
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.05 36 .24%
41 "
27 53 67 105 121 136
o 60
mmmwmmﬁrmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15731: trans-.beta.-Ocimene
93 6.20 6.40 6.60 6.80 7.00
m/z 79.05 21.63%
5000 29
at 53 105
27 67 121
0"I'%?'I"”I""I""I'"'I"'W'"'I""I"”I""I""I"”I'%?gl"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 12

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

7.49 4_.11 ng 65482 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 45
3 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 42
4 Ethvl 2-(2-(2-ethoxvethoxv)ethox... 220 C10H2005 1000366-77-8 38
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 28

Abundance Scan 749 (7.488 min): BG045891.D (-745) (-) m/z 45.05 100.00%
45 n
5000
72
103 7.20 7.40 7.60 7.80
Ol e BN 28 e 05 44,310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 7 7.20 7.40 7.60 7.80
m/z 72.05 32.97%
| | ‘ gg 104
U L R R A LA LA AN AR BARAY SRS SARAN SARAS SRR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
720 7.40 7.60 7.80
5000 72 m/z 73.05 24 _76%
31
0 15 89103117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8862: 2-Propanol, 1-(1-methylethoxy)-
5 7.20 7.40 7.60 7.80
m/z 43.05 17.08%
5000
31 73
o 88 103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 720 740 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.06 ng 100645 Acenaphthene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Camphorsulfonic acid 232 C10H1604S 003144-16-9 59
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
4 Metacetamol 151 C8HONO2 000621-42-1 58
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
Abundance Scan 1764 (13.450 min): BG045891.D (-1755) (-) m/z 109.05 100.00%
43 109
151
5000
69 g5 g ST
| 57 ” | ; 123 147 169 13.20 13.40 13.60 13.80
Obrrr s '|| e .".l', nim .",l'. .'.H; " ! m/z 43.05 88.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000
13.20 13.40 13.60 13.80
57 69 g5 . m/z 151.05 53.69%
1
ol 15 P ,.|| eelle ,.|,|., ,..||.,| LAl T~ 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
61 ' 13.20 13.40 13.60 13.80
5000 151 m/z 69.05 21.00%
41 67 123
28 55 93
15 135
G i L S S WL WL B SR WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109 13.20 13.40 13.60 13.80
m/z 85.05 18.54%
5000 151
93 122
o 82 L ‘ 1
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Bicyclo[7.2.0]Jundec-4-ene, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.57 ng 117443 Acenaphthene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol7.2.0Tundec-4-ene. 4.11.... 204 C15H24 013877-93-5 94
2 Carvophvllene 204 C15H24 000087-44-5 91
3 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 87
4 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 76
5 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 46

Abundance Scan 1835 (13.867 min): BG045891.D (-1831) (-) m/z 91.00 100.00%

5000

13.60 13.80 14.00 14.20
m/z 93.05 96.61%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64418: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...

5000
13.60 13.80 14.00 14.20

m/z 69.00 93.02%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93 133
41 79
105 13.60 13.80 14.00 14.20
5000 o1 120 m/z 79.05 90.28%
55 147 161
189
27 175 204
15
o PR 7101 NN [ PR TR VN WM Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64478: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
a1 69 13.60 13.80 14.00 14.20
93 m/z 133.05 82.42%
133
5000 55
1
27 107 120
148 161
I, \\\ I, | s 149 204
o Y A ... M O Nl
m/z--> 20 40 60 80 O 1 O 14 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 p,p"-DDE Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.82 3.51 ng 140397 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p.p"-DDE 316 C14H8CIl4 000072-55-9 99
2 Anthracene. 9.10-dichloro- 246 C14H8CI2 000605-48-1 99
3 0.p"-DDE 316 C14H8CIl4 003424-82-6 95
4 Anthracene. 1.8-dichloro- 246 C14H8CI2 014381-66-9 93
5 9H-Fluorene, 9-(dichloromethylene)- 246 C14H8CI2 000835-17-6 92
Abundance Scan 2848 (19.818 min): BG045891.D (-2845) (-) m/z 245.95 100.00%
246
5000 s18
19.60 19.80 20.00 20.20
o 308 Tn/z 248.05  57.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157660: p,p'-DDE
246
318
5000 LA BN B SR B
176 19.60 19.80 20.00 20.20
75 105 210 m/z 317.95 50.06%
50 140 283
0 ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
246
1060 19.80 20.00 20.20
5000 m/z 315.90 41.81%
176
39 62 88 123 150 211
mz> i a2 20 o 0 o
Abundance #157664: 0,p'-DDE I B .
246 19.60 19.80 20.00 20.20
m/z 176.05 39.33%
5000 318
176
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.56 2.85 ng 114141 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 87
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17N0O3 025924-78-1 18
3 1.3-Oxazolidine. 4-methvl-trans-... 282 C18H22N20 1000138-83-2 15
4 Crinan-1-ol. 2.3-didehvdro-.(1.a... 271 C16H17NO3 1000111-31-3 15
5 Methylphosphonic acid, anhydride... 342 C14H3205P2 1000273-44-7 11
Abundance Scan 2974 (20.558 min): BG045891.D (-2970) (-) m/z 271.25 100.00%
175201 21
5000
41 89 o9 133 220
20.20 20.40 20.60 20.80
o o5 T35y 40 481 /7 175.10  84.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271

175

5000
20.20 20.40 20.60 20.80

m/z 201.00 83.25%

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
201 271
20.20 20.40 20.60 20.80
5000 m/z 189.00 36.30%
115
89 173
39 63 143 243
(o |MPAU TN AP R VU VNS ARSI S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129325: 1,3-Oxazolidine, 4-methyl-trans-5-phenyl-2-[4-(di... L e e
175 20.20 20.40 20.60 20.80
m/z 286.15 31.71%
5000
148
L w2 T us 282
et e
m/z--> 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Cinnamyl cinnamate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.03 6.51 ng 260235 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 80
2 N-(p-VinvlbenzovI)-1-alanine 219 C12H13NO03 139184-60-4 47
3 Propanedioic acid. nitrile. hvdr... 229 C12H11N302 294878-35-6 47

4 Cinnamovlalvcine. methyl ester 219 C12H13N0O3 040778-04-9 47

5 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160

Abundance Scan 3054 (21.028 min): BG045891.D (-3050) (-) m/z 131.05 100.00%

131
5000 108
77
l \ 219

51 J 20.80 21.00 21.20 21.40
173 264
N E— ,h,;,,,ll i - ..1.9,7.1. o 2181 355 401 432 m/z 115.05 41.10%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #114231: Cinnamyl cinnamate
131

5000
20.80 21.00 21.20 21.40
103 m/z 103.05  36.54%

7 219
51 264
m/z--> 50 100 150 200 250 300 350 400
Abundance
131

20.80 21.00 21.20 21.40

5000 m/z 117.05 33.33%
77 103 175
27 St 201
oAt A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #85063: Propanedioic acid, nitrile, hydrazide, N2-(1-oxo-3... AR RS e e
131 20.80 21.00 21.20 21.40

1000210-99-9 47

m/z 77.00 27 .68%
5000 103

77
51
| 161 195 229

L A e

m/z--> 50 100 150 200 250 300 350 400 20. 80 21. OO 21 20 21. 40

8270-BG061520.M Wed Jul 01 12:59:58 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.21 8.32 ng 332602 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Cvclotetradecane 196 C14H28 000295-17-0 86
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 86
5 1-Heneicosanol 312 C21H440 015594-90-8 70

Abundance Scan 3085 (21.210 min): BG045891.D (-3081) (-) m/z 83.05 100.00%

57,83

5000 111

.

139 20.80 21.00 21.20 21.40 21.60
168 203231 280 311

Y— | .,..l..L,J.-.:.,-....,....,....3Ff‘...,....,.“.7?., m/z 57.05 97.40%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #127771: 3-Eicosene, (E)-

83

[4)]
~

5000 | LJNLNLINLE LI L L LB LB L
29 20.80 21.00 21.20 21.40 21.60
m/z 69.05 94 .60%
0 J 139 167 196 224 252 280
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
69 S e e
97 20.80 21.00 21.20 21.40 21.60
5000 m/z 43.00 89.99%
125
153 196 224
oM e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #58277: Cyclotetradecane L B I L
55 20.80 21.00 21.20 21.40 21.60
m/z 97.05 87.88%
83
5000
29 111
| 13016819°
O+ e R R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40 21.60

8270-BG061520.M Wed Jul 01 12:59:59 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Z-5-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.36 10.09 ng 403756 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
2 1-Octadecanol. methvl ether 284 C19H400 1000333-92-7 76
3 Octacosanol 410 C28H580 000557-61-9 64
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 62
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 62
Abundance Scan 3281 (22.362 min): BG045891.D (-3273) (-) m/z 83.05 100.00%
55
e /\/LL(
NN SRR IR
22.00 22.20 22.40 22.60
165 202 237
oL 268290 324 369 402 429 /7 69 05 92 910
m/z--> 50 100 150 200 250 300 350 400
Abundance #115907: Z-5-Nonadecene
55
5000 111 AU DAL SR
22. oo 22 20 22. 40 22.60
266 m/z 97.05 85.93%
o 4 L139‘1§8 210 238
m/z--> 50 Io 260 250 360 3%0 460
Abundance
45 83
22,00 22.20 22.40 22.60
5000 111 m/z 55.05 84.16%
oL15 139 168 196 224 222 o,
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #215904: Octacosanol AR S B R am e e
57 22.00 22.20 22.40 22.60
97 m/z 57.05  77.74%
5000
125
o zf‘l “‘ ¥ ‘ t153 181 209 236 264 202 322 _ 364 392
m/z--> % 1m mo m 2% %o ﬁ)4& nmnmnmnm

8270-BG061520.M Wed Jul 01 13:00:00 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Octadecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.34 2.72 ng 128312 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 99
2 1.19-Eicosadiene 278 C20H38 014811-95-1 93
3 1.21-Docosadiene 306 C22H42 053057-53-7 91
4 16-Heptadecenal 252 C17H320 1000144-57-9 90
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 87
Abundance Scan 3448 (23.343 min): BG045891.D (-3443) (-) m/z 82.05 100.00%
57
5000
152 193 229755 | 306334 362 390 429 486 23.00 23.20 23.40 23.60
o} m/z 57.00 99.79%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #117604: Octadecanal
ile]
5000 RS BERAREE R
23. oo 23. 20 23.40 23.60
m/z 96.00 90.06%

37 166 194 222 250

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55
T
23.00 23.20 23.40 23.60
5000 82 m/z 43.05 89.36%
29
9
o 138 180208 250278
T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #149983: 1,21-Docosadiene T
55 go 23.00 23.20 23.40 23.60
m/z 83.05 69.25%
5000
29
306
oL L rlﬁ38165 208236 278
....“...,.”.,...w....,”..,.”.,...w....,”.., L a A
m/z--> 0 50 100 150 200 250 300 350 400 450 23. 00 23. 20 23.40 23.60

8270-BG061520.M Wed Jul 01 13:00:01 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.78 12.00 ng 566570 Perylene-d12 24 .67
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 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3522 (23.777 min): BG045891.D (-3516) (-) m/z 57.05 100.00%

57
85
5000

113 141 23 40 23.60 23.80 24.00
ol 5y [0, 18304225 254 231 318301 360 a0razs Y00 g g
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AU UL EE

23.40 23.60 23.80 24.00
m/z 43.05 66 .87%

29
ol [0 107 050 20
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

23. 40 23. 60 23. 80 24.00

5000 85 m/z 85.05 60.92%
113
0 29 141 169 197 225 267 295 365 393
T o e e e T e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 23.40 23.60 23.80 24.00
m/z 55.05 25.00%
5000 85
29 113
oL T J I “ 141 169 197 225 253 295 323 367
....,.... e e S e AR RA e e
m/z--> 50 100 150 200 250 300 350 400 2340 2360 23.80 24.00

8270-BG061520.M Wed Jul 01 13:00:02 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Cyclohexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.85 5.11 ng 241380 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 86
3 Cvclotetradecane 196 C14H28 000295-17-0 64
4 1-Docosene 308 C22H44 001599-67-3 64
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 55
Abundance Scan 3534 (23.848 min): BG045891.D (-3529) (-) m/z 83.05 100.00%
55
5000
207 57 269 963315339362 " 23.60 23.80 24.00 24,20
Ot m/z 97.05 88 .59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 83
5000 LRI BN UL UM B
29 111 23.60 23.80 24.00 24.20
m/z 69.05 86.08%
DL 501 100 2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
" 23.60 23.80 24.00 24,20
5000 111 m/z 55.05 79.13%
29
o 139 168 210 238 266 295
m/z--> 50 100 150 200 250 300 350 400
Abundance #58280: Cyclotetradecane T
55 23.60 23.80 24.00 24.20
83 m/z 43.05 59.60%
5000
29 111
LU e
mz-> 50 100””151,0'”'260””250””366”'35'36”'466”" " 23.60 23.80 24.00 24,20

8270-BG061520.M Wed Jul 01 13:00:03 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Oxirane, heptadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.19 7.17 ng 338701 Perylene-di12 24 .67
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 86
3 1.19-Eicosadiene 278 C20H38 014811-95-1 72
4 Octadecanal 268 C18H360 000638-66-4 72
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 70
Abundance Scan 3762 (25.187 min): BG045891.D (-3755) (-) m/z 57.05 100.00%
V)
5000
109 MRS et
137 192 222 264 390 24.80 25.00 25.20 25.40 25.60
ol 12 310 341 B m/z 82.05 98.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43 8
5000 AU AR BN
24.80 25.00 25.20 25.40 25.60
110 m/z 55.00 76.76%
. 138 166 104 236 264
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 82
24.80 25.00 25.20 25.40 25.60
5000 m/z 83.05 69.45%
109
o 138 166 208 250
mz-> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene L R e S
55 24.80 25.00 25.20 25.40 25.60
82 m/z 43.05 69.01%
5000
29 109
oL | 1137 166 104 222 250 278
m/z--> 50 1& 150 200 250 300 350 400 24.80 25.00 25.20 25.40 25.60

8270-BG061520.M Wed Jul 01 13:00:04 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.78 13.96 ng 659249 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3863 (25.781 min): BG045891.D (-3855) (-) m/z 57.05 100.00%

57
85
5000

113 141 159 2540 25.60 25.80 26.00
ol b b |7y 200 20232293 284 523 357380 429 | ns5 71.05  90.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
g7
5000
85 25.40 25.60 25.80 26.00

m/z 85.05 64 .84%

29
oLy j ;113 141 169 197 225 253 281 323 351 380
b T e e S e R Y T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_

25.40 25.60 25.80 26.00

5000 85 m/z 43.05 56.97%
113
0 29 141 169 197 225 267 295 365 393
T [ T T [ T T
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e
57 2540 25.60 25.80 26.00

m/z 55.05 26.01%

5000 85
13 14
29| | |y |717,141 169 197 225 253 281 309 337 365 393 422

oL S A A e O e A e R S N A

m/z--> 50 100 150 200 250 300 350 400 25. 40 25. 60 25 80 26.00

8270-BG061520.M Wed Jul 01 13:00:06 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 17-Pentatriacontene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.90 5.18 ng 244393 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 81
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
Abundance Scan 3883 (25.898 min): BG045891.D (-3876) (-) m/z 83.05 100.00%
8B
57
5000
111
157 25,60 25.80 26.00 26.20
181 230255 297 328 388 461
ol Rl bbbl LT, (50225, 201308 364308 481 | m/z 97.05  78.68%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 AR LA R U
25. 60 25. 80 26. oo 26. 20
MJ 111 m/z 57.05 71.51%
o ||H%mmmwmm 462 490
m/z--> éo 160 1%0 260 250 300 350 460 4éo '
Abundance
57
83 L VN L BN
25.60 25.80 26.00 26.20
5000 m/z 55.05 68.81%
111 252
169
o 29 139 2% 196 224 297 448
m/z--> éo 160 1%0 260 2%0 360 3%0 460 4éo '
Abundance #217812: Pentafluoropropionic acid, octadecy! ester R e EEm s m e
57 25.60 25.80 26.00 26.20
a3 m/z 69.05 63.76%
5000
111
252
ol |l ™ o
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4éo ' 2560 2580 2600 2620

8270-BG061520.M Wed Jul 01 13:00:07 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 1,19-Eicosadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.83 8.20 ng 387030 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 99
2 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 99
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 96
4 Octadecanal 268 C18H360 000638-66-4 94
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
Abundance Scan 4212 (27.831 min): BG045891.D (-4203) (-) m/z 82.05 100.00%

5000

09 L

207 e ] b
o 180 ™ 236759284 318343 376 418 477

27 60 27. 80 28. 00 28 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126193: 1,19-Eicosadiene
55

m/z 57.05 96 .90%
5000 82

27 60 27. 80 28. OO 28 20
m/z 96.05 78 .84%

09
o.I|..,.!..l,ll.-?'?’.s,..“?o.?o.f‘..??0.?7.8.,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance

55

82 2760 27.80 28,00 28 20
5000 78 m/z 55.05 76.94%
29
109
o 137 166 194 222 250
o L AR R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl- R Al BER ST B S
43 8 27.60 27.80 28.00 28.20
m/z 43.05 72.01%
5000
o 138 166 208 250
miz--> 50 100 150 200 250 300 350 400 450 27'60 27.80 28.00 28 20

8270-BG061520.M Wed Jul 01 13:00:08 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG063020\
Data File : BG045891.D

Aca On : 30 Jun 2020 19:26

Operator : CG/JU

Sample : L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.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 _.beta.-Sitosterol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
29.77 13.88 ng 655173 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 78
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 17
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 17
5 Campesterol 400 C28H480 000474-62-4 16

Abundance Scan 4542 (29.769 min): BG045891.D (-4531) (-) m/z 43.05 100.00%
43
91 145
5000 119 213

29.40 29.60 29.80 30.00
m/z 145.05 56.28%

(.
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol

5000

29.40 29.60 29.80 30.00
m/z 91.05 55.89%

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
R
29.40 29.60 29.80 30.00
5000 8l 107 m/z 105.00 55.83%
145 203 414
s S 2 329 381
281 354
(o SN RN IO TPV T PR .20 ST /A |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)- AR RS
43 29.40 29.60 29.80 30.00
m/z 95.05 51.53%
5000
18
0l i e
m/z--> 0 50 100 150 200 250 300 350 400 29.40 29.60 29.80 30.00

8270-BG061520.M Wed Jul 01 13:00:09 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG063020\
Data File : BG045891.D

Acq On : 30 Jun 2020 19:26

Operator : CG/JU

Sample - L3153-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._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]
Bicyclo[3.1.1]hep... 6.58 3.4 ng 54926 1 7.89 319009 20.0
Ethanol, 2-(2-eth... 7.49 4.1 ng 65482 1 7.89 319009 20.0
2,4,7,9-Tetrameth... 13.45 3.1 ng 100645 3 14.55 658848 20.0
Bicyclo[7-2.0Jund... 13.87 3.6 ng 117443 3 14.55 658848 20.0
p,p"-DDE 19.82 3.5 ng 140397 5 21.56 800004 20.0
2-Phenanthrenol, ... 20.56 2.9 ng 114141 5 21.56 800004 20.0
Cinnamyl cinnamate 21.03 6.5 ng 260235 5 21.56 800004 20.0
3-Eicosene, (E)- 21.21 8.3 ng 332602 5 21.56 800004 20.0
Z-5-Nonadecene 22.36 10.1 ng 403756 5 21.56 800004 20.0
Octadecanal 23.34 2.7 ng 128312 6 24.67 944306 20.0
Heneicosane 23.78 12.0 ng 566570 6 24.67 944306 20.0
Cyclohexadecane 23.85 5.1 ng 241380 6 24.67 944306 20.0
Oxirane, heptadecyl- 25.19 7.2 ng 338701 6 24.67 944306 20.0
Heptacosane 25.78 14.0 ng 659249 6 24.67 944306 20.0
17-Pentatriacontene 25.90 5.2 ng 244393 6 24.67 944306 20.0
1,19-Eicosadiene 27.83 8.2 ng 387030 6 24.67 944306 20.0
-beta.-Sitosterol 29.77 13.9 ng 655173 6 24.67 944306 20.0
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