LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 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-BG041520.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 3.122 3 6 15 rVB3 89047 145160 2.45% 0.441%
2 5.590 420 426 437 rBV 679155 1140759 19.22% 3.463%
3 7.182 689 697 709 rBV 795689 1402380 23.62% 4_.257%
4 7.452 737 743 751 rVB 131290 218830 3.69% 0.664%
5 8.022 833 840 847 rBV 199047 347079 5.85% 1.054%

8.345 887 895 903 rBV 639612 1132196 19.07% 3.437%
9.179 1027 1037 1047 rBV 509833 953150 16.06% 2.893%
1212 1217 1225 rVB3 43994 83573 1.41% 0.254%
10.830 1310 1318 1327 rBV 301567 545587 9.19% 1.656%
13.279 1727 1735 1745 rBV 1615013 2589896 43.63% 7.862%

O © o~ O
=
o
N
W
o

11 14.102 1869 1875 1881 rBV 209896 320167 5.39% 0.972%
12 14.654 1962 1969 1978 rBV 549851 883968 14.89% 2.683%
13 14.977 2018 2024 2029 rBV 90355 136297 2.30% 0.414%
14 16.140 2213 2222 2231 rBV 1529085 2402494 40.47% 7.293%
15 17.397 2430 2436 2445 rVB 729917 1160301 19.55% 3.522%

16 18.296 2585 2589 2596 rBV2 82062 118120 1.99% 0.359%
17 19.019 2704 2712 2719 rBV 442595 617201 10.40% 1.874%
18 19.154 2730 2735 2740 rBV 197818 271250 4._.57% 0.823%
19 19.512 2790 2796 2802 rVB 4491523 5936197 100.00% 18.020%
20 19.829 2842 2850 2860 rBV3 82595 292243 4.92% 0.887%

21 20.011 2875 2881 2889 rVB 3043569 4156087 70.01% 12.616%
22 20.751 3004 3007 3011 rVB 58236 74902 1.26% 0.227%
23 21.321 3099 3104 3111 rBV2 307322 476414 8.03% 1.446%
24 21.662 3156 3162 3168 rVB2 707672 1209504 20.38% 3.672%
25 21.879 3195 3199 3205 rBvV4 52962 85895 1.45% 0.261%

26 22.496 3297 3304 3316 rBV2 478191 982710 16.55% 2.983%
27 23.178 3416 3420 3425 rVB4 36564 63130 1.06% 0.192%
28 23.518 3473 3478 3484 rVB7 62009 120340 2.03% 0.365%
29 23.977 3551 3556 3561 rBv4 113909 219857 3.70% 0.667%
30 24.029 3563 3565 3576 rVB6 81627 161479 2.72% 0.490%

31 24.852 3696 3705 3713 rBV 434594 1138007 19.17% 3.455%
32 25.433 3799 3804 3814 rVB10 60160 161497 2.72% 0.490%
33 26.050 3904 3909 3917 rVB6 55612 146511 2.47% 0.445%
34 26.168 3919 3929 3947 rVB2 344117 1153289 19.43% 3.501%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 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\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 28.641 4344 4350 4363 rVB2 50175 182365 3.07% 0.554%
36 29.040 4409 4418 4433 rVB2 108217 443986 7.48% 1.348%

37 30.151 4592 4607 4619 rBV8 233019 1185269 19.97% 3.598%
38 32.248 4956 4964 4966 rBV9 118874 283620 4.78% 0.861%

Sum of corrected areas: 32941710
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041720\
BG045067.D

18 Apr 2020 15:03

CG/JuU

L2283-03

40 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

12

TIC: BG045067.D

7.18

5.59 8.34

7.45 802

9.18

10.83

10.24

0

Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

4000000

3000000

2000000

1000000

13.28

TIC: BG045067.D
19

16.14

17.40

|

14.65

19.02
14.10 A

9.15

14.98

A

18.30
A

L
L

51

20.01

19.8

20.75

21.66

21.32
21.88

22.50

05
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

4000000

3000000

2000000

1000000

23.

TIC: BG045067.D

183.52 2214&68 28.6429.04

==

AL 25.43 26.5}%

30.15

32.25

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\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 6

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

7.45 12.61 ng 218830 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(1-methy... 140 C10H20 001678-82-6 94
2 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 006069-98-3 91
3 1-Methvl-4-(1-methvlethvD)-cvclo... 140 C10H20 000099-82-1 91
4 Cvclohexane. 1-methvl-3-(1-methy... 140 C10H20 016580-24-8 87
5 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 87

Abundance Scan 743 (7.452 min): BG045067.D (-737) (-) m/z 97.05 100.00%
o7
5000
J | | 140 - i so1 720 7.40 7.60 7.80
b et M S0L s 55.05 95.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18080: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55
97
5000 L R U L A

7.20 7.40 7.60 7.80
m/z 96.05 57.56%

29\\ \‘ 140
i O e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 97
R e A ERaa e e
7.20 740 7.60 7.80
5000 m/z 81.05 33.79%
140
29
B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18058: 1-Methyl-4-(1-methylethyl)-cyclohexane
55 7.20 7.40 7.60 7.80
97 m/z 41.05 25.65%
5000
27 L 140
S NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 740 7.60 7.80

8270-BG041520.M Mon Apr 20 09:16:34 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520._.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 4 Camphor Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.24 3.06 ng 83573  Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 camphor 152 CI0H160 000076-22-2 91

152 C10H160
152 C10H160
126 C8H140
152 C10H160

000464-49-3 91
000464-48-2 91
1000196-32-3 47
062560-53-6 47

2 (+)-2-Bornanone

3 Bicvclol2.2.11heptan-2-one. 1.7....
4 Cvclohexanol. 2-methvlene-6-methyl-
5 Tricyclo[2.2.1.0(2,6)]heptan-3-0...

Abundance Scan 1218 (10.242 min): BG045067.D (-1212) (-) m/z 95.05 100.00%
95
81
5000
55 69 109 .
4 162 et e e
123 137 10.00 10.20 10.40 10.60
m/z 81.00 52.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25059: Camphor
41 9%
81
5000
55 69 108 10.00 10.20 10.40 10.60
27 ‘ 152 m/z 69.05 30.59%
S S O O T 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81
10.00 10.20 10.40 10.60
5000 a 108 m/z 109.05 27 .25%
55 69 152
15 27 123 137
wwwmﬂmvmﬁmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- — e
95 10.00 10.20 10.40 10.60
81 m/z 108.05 25.64%
41
5000 55 69 108
152
7] -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.00 10 20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.08 ng 136297 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 202 C15H22 000483-77-2 97
2 4-isopropvl-1.6-dimethvl-1.2.3.4... 202 C15H22 1000378-99-6 94
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 86
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-55-0 86
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 86
Abundance Scan 2025 (14.983 min): BG045067.D (-2018) (-) m/z 159.15 100.00%
1%9
5000
129 | 202 1460 14.80 15.00 15.20
10 : : : :
A 48 /7 129.05  15.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #62821: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-(1-...
1%9
5000
14.60 14.80 15.00 15.20
m/z 128.05 14 .72%
28 53 77 105129 | P
mz-> 50 100 150 200 250 300 350 400 450
Abundance
159
14.60 14.80 15.00 15.20
5000 m/z 160.05 14 .00%
135
43 77 105 202
mz-> 50 100 150 200 250 300 350 400 450
Abundance #41180: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl- A
159 14.60 14.80 15.00 15.20
m/z 144_.15 12 .45%
5000
128
"'ﬁ{'"%ﬁ'HUEH"“'I""I""I"”I""I""I""
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.02 10.64 ng 617201 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 93
2 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 70
3 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 64
4 3.4-Dihvdro-3.3-dimethvl-1.9(2H. ... 241 C15H15NO2 1000212-95-2 46
5 2,3,4-Trifluorobenzoic acid, hex... 256 C13H11F302 1000292-55-4 46
Abundance Scan 2712 (19.019 min): BG045067.D (-2704) (-) m/z 159.05 100.00%
1

5000

18.80 19.00 19.20 19.40

281 317 358 427, 'm/z 241.15 91.67%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241

159

18.80 19.00 19.20 19.40
m/z 185.15  44.03%

5000

m/z--> 0 50 100 150 200 250 300 350 400
Abundance
241
T T T
18.80 19.00 19.20 19.40
5000 m/z 143.05 24.52%
185

29 59 91115142, o1

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-t...
241 18.80 19.00 19.20 19.40
m/z 117 .05 24 _09%
5000
a1 143
115
Iy
S v L 1 oS
m/z--> 0 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15-Methoxy-5-phenyltricyclo... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.15 4.68 ng 271250 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Methoxv-5-phenviltricvclol8.2.... 314 C23H220 1000306-66-0 50
2 1.5.6.7-Tetramethvl-3-phenvlbicyv... 224 C17H20 126584-00-7 46
3 3.7-Dimethvl-2-azafluorenone 209 C14H11NO 019337-28-1 42
4 Proflavine 209 C13H11N3 000092-62-6 38
5 Benzoic acid, 4-[(trimethylsilyl... 224 C11H1603Si 027739-17-9 38
Abundance Scan 2734 (19.1d)48 min): BG045067.D (-2730) (-) m/z 209.10 100.00%
209
5000 165
14 242 a'en 1600 1690 1040
41 89 115 18.80 19.00 19.20 19.40
& olod | 2823909332 871 488 | /7752415  55.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156794: 15- Methoxy—?)—phenyltricyclo[& 2.2.2(4,7)]hexadeca...
209
5000 179 NN /}I"" T
18.80 19.00 19.20 19.40
104 314 m/z 165.05 43.60%
57 g1 | 1081%2
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
209
18.80 19.00 19.20 19.40
5000 m/z 227.10 39.73%
179
4 g5 91 115 155
mz-> 50 100 150 200 250 300 350 400 450 A
Abundance #68693: 3,7-Dimethyl-2-azafluorenone R EARSRE RS R
209 18.80 19.00 19.20 19.40
m/z 180.05 31.48%
5000
139 180
63 89113 |, , |
m/z--> 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.51 102.32 ng 5036200  Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-5.7.9(10).11.... 238 C18H22 006566-19-4 99

2 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25NO 1000191-26-7 60
3 4.4 -Diisopropvibiphenvl 238 C18H22 018970-30-4 50
4 3.4"-Diisopropvibiphenvl 238 C18H22 061434-46-6 46
5 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 41
Abundance Scan 2796 (19.512 min): BG045067.D (-2790) (-) m/z 223.15 100.00%
243
5000 181
15 19.20 19.40 19,60 19.80
43 89115 - - -
o128l 855384 439 S8 n/z 238.15 61.77%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181
/
5000 MU BN SRR IR
19.20 19.40 19.60 19.80
{ J m/z 181.05 46 .52%
55 104 I
Idamuhhlhl I
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
97 223
i 19.20 19.40 19.60 19.80
5000 m/z 165.00 38.55%
29 126152180
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #92584: 4,4"-Diisopropylbiphenyl A
223 19.20 19.40 19.60 19.80
m/z 195.15 33.00%
5000
104
43 77 | 139'% 105
miz--> 50 160 150 260 250 300 350 400 450 500 19,20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.83 4.83 ng 292243 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 89
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 70
4 2H.8H-Benzoll.2-b:5.4-b"l1dipvran... 228 C14H1203 000553-19-5 68
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 64
Abundance Scan 2850 (19.829 min): BG045067.D (-2842) (-) m/z 213.05 100.00%
213
5000 jXHMmAWﬂmmuNM
65 9117 e a0 0150 200
165 : : : :
2 P bl B [ ces  snses a0 sm G toeme ey
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 A AR AR AR AR
19.60 19.80 20.00 20.20
119 m/z 119.00 18.34%
65 o 165
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance
213
" 19.60 19.80 20.00 20.20
5000 m/z 214.05 15.51%
119 242
39 65 91 169
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71890: Carbanilic acid, p-phenyl- I REEaE B L
213 19.60 19.80 20.00 20.20
m/z 91.05 14 .44%
5000
167
"'i1“77'|¥1?"|"' S N S P S S S S R AN SRR BN IR
m/z--> 50 100 150 200 250 300 350 400 450 500 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutyric acid, pe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.32 7.88 ng 476414 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 3104 (21.321 min): BG045067.D (-3099) (-) m/z 83.05 100.00%

57,88

5000 111

BB

21.00 21.20 21.40 21.60

Il ['*% 166 203225249 285312 342 402 430453

L e m/z 69.05 95.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 111 LA L L L L L LB LB |

21.00 21.20 21.40 21.60
m/z 57.05 92.43%

169

l 1139 210 255 406

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

T
T
o ]
a ]
1) 1
@

21.00 21.20 21.40 21.60

5000 11 m/z 97.05 92.32%
29
139 182210 g5 356
B e L B B o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1 L B SRR
55 88 21.00 21.20 21.40 21.60
m/z 55.05 84.57%
5000 n
29
LI L)) |22 168 106 238 266
— e e A
m/z--> 50 100 150 200 250 300 350 400 450 21. OO 21. 20 21. 40 21 60

8270-BG041520.M Mon Apr 20 09:16:38 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.50 16.25 ng 982710 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 87
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 76
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 64
Abundance Scan 3305 (22.502 min): BG045067.D (-3297) (-) m/z 83.05 100.00%
57 &8
5000 111
139 168 22.20 22.40 22.60 22.80
- ‘ , A l 15 400,222 252 281 308 341 370 401 429 | 75797 05 83.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111
22.20 22.40 22.60 22.80
29 m/z 69.05 82.27%
139
I L 167 196 238 266 294
m/z--> 56 ' 2éo 360 3%0 460
Abundance
43
69 UM IR
97 22.20 22.40 22.60 22.80
5000 m/z 57.05 82.03%
125
153 196 224
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #202424: Nonadecy! trifluoroacetate
57 7 22.20 22.40 22.60 22.80
m/z 55.05 77.19%
5000
125
ﬁg ‘ |‘ | |158 182 210 238 266 311 362
m/z--> 50 @ 1% ﬁo 250 3& ﬁo M 2nwuwmwmo'

8270-BG041520.M Mon Apr 20 09:16:38 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14
R.T. EstConc Area Relative to ISTD R.T.
23.98 3.86 ng 219857 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 C28H58 000630-02-4 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80
Abundance Scan 3557 (23.982 min): BG045067.D (-3551) (-) m/z 57.05 100.00%
57
85
5000
| 207 23.60 23.80 24.00 24.20
251 281 - : : :
. ok 323 3% m/z 71.15 84.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LRI SN U B
23.60 23.80 24.00 24.20
m/z 85.05 69.82%
29 113 44
[ N J | 141 169 197 225 253 296
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance
57
23.60 23.80 24.00 24.20
5000 a5 m/z 43.05 62.06%
29
113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #175559: Tetracosane o B o
57 23.60 23.80 24.00 24.20
m/z 41.05 23.15%
| WV\VWM
5000
29
L } | H1%/141 169 197 225 253 338
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3éo 4(|)O 23.I60 23.I80 24.'00 24.'20 '

8270-BG041520.M Mon Apr 20 09:16:39 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Nonadecene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24.03 2.84 ng 161479 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 1-Eicosene 280 C20H40 003452-07-1 81
3 Cvcloeicosane 280 C20H40 000296-56-0 74
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 72
5 1-Octadecene 252 C18H36 000112-88-9 64
Abundance Scan 3565 (24.029 min): BG045067.D (-3563) (-) m/z 43.05 100.00%
4B
5000

23.80 24.00 24.20 24.40
m/z 83.05 96.61%

11
138 180717 ,.-284313 357

402431

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
43 97
5000 LA L L L L LB
23. 80 24 00 24 20 24. 40
25 m/z 97.05 85.02%
15] l 154182210238266
BRR ,”..,”..“..............w...w..”,..”,..”,.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83 R ERE SR R
23.80 24.00 24.20 24.40
5000 h11 m/z 55.05 72 .85%

a0 280
167 209 252

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127768: Cycloeicosane N B R RRame ne
55 23.80 24.00 24.20 24.40

83 m/z 69.05 62.86%

5000
11

2
l 139168196224252280

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24 20 24. 40

8270-BG041520.M Mon Apr 20 09:16:39 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,6,6-Trimethyl-9-undecen-1-ol Concentration Rank 18

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

25.43 2.84 ng 161497 Perylene-di12 24 .85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.6.6-Trimethvl-9-undecen-1-ol 212 C14H280 1000131-31-6 62

2 Cvclobutall.2:3.41dicvclooctene.... 220 C16H28 061277-45-0 53

3 5-Tetradecen-1-ol. acetate. (2)- 254 C16H3002 035153-13-0 52

4 Ether. methvl 1l-tetradecenvl 226 C15H300 026537-05-3 50

5 16-Octadecenal 266 C18H340 056554-87-1 35
Abundance Scan 3803 (25.427 min): BG045067.D (-3799) (-) m/z 82.05 100.00%

2

5000

111
209 B et | LML bt

249 281 341 375 429 476 25.20 25.40 25.60 25.80
m/z 43.05 89.61%

165

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

Abundance #71330: 2,6,6-Trimethyl-9-undecen-1-ol
69
109
41
5000 LA I L L L L L B L L
212 25.20 25.40 25.60 25.80
m/z 57.05 87.20%
37 179
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
82
R R AR R ma e A
55| | 110 25.20 25.40 25.60 25.80
5000 m/z 71.10 70.55%
28
135 163 192 220
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105710: 5-Tetradecen-1-ol, acetate, (2)- b AR Rt S
43 2 25.20 25.40 25.60 25.80
m/z 69.05 54 _.85%
5000
109
l 138 166194
m/z--> 0 50 100 150 200 250 300 350 400 450 25.20 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
26.05 2.57 ng 146511 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Tricosane 324 C23H48 000638-67-5 74
3 Dodecane 170 C12H26 000112-40-3 70
4 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 64
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 3909 (26.050 min): BG045067.D (-3904) (-) m/z 57.05 100.00%
57
85
5000
155 10 210, 2 22 324 360 asg | 2980 26,00 26,20 2640
bl m/z 71.05 93.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AU N I
25.80 26.00 26.20 26.40
113 m/z 85.15 62.99%
29 | 717,241 160 282
Jd .IJ]J‘I.I M .197225253 1
m/z--> §0 160 150 260 250 360 3%0 460
Abundance
57
" 25.80 26.00 26.20 26.40
5000 85 m/z 43.05 47 .81%
29 113 141 169 197 225 253 281 324
miz-> 50 100 150 200 250 300 350 400
Abundance #38315: Dodecane e A R Baa s B
57 25.80 26.00 26.20 26.40
m/z 83.05 26.70%
5000
85
29
L I | |11.2 141 170
m/z--> §0 160 1%0 260 250 360 3%0 460 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown26.17 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.17 20.27 ng 1153290 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 46
2 Octacosvl pentafluoropropionate 556 C31H57F502 1000351-88-9 45
3 Tetracosvl trifluoroacetate 450 C26H49F302 1000351-76-4 41
4 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 41
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 38
Abundance Scan 3929 (26.168 min): BG045067.D (-3919) (-) m/z 83.05 100.00%
5000 56
111 157
25.80 26.00 26.20 26.40
YN ,J. 183210236 266 .l, .3.2.7. 363 401429 490 "m/z 97.05 70.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosyl trifluoroacetate
57
25.80 26.00 26.20 26.40
ns m/z 69.05 58.27%
29 11153181208 250278306334 364392 437 _ 483
m/z--> 50 160 150 200 250 300 350 400 450 500 '
Abundance
57
97 LU SRR BN
25.80 26.00 26.20 26.40
5000 m/z 57.05 52.92%
125
29 153181209236 278306335364392 437 498 538
m/z--> 50 100 150 200 250 300 350 400 450 500 '
Abundance #227109: Tetracosy! trifluoroacetate R N T R
57 25.80 26.00 26.20 26.40
o7 m/z 55.05 43 .68%
5000
125
29 l}153181210236264 308336 38l 432
m/z--> 50 100 150 200 250 300 350 460 4%0 500 ' 2580 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown28.64 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

'28.64 3.20ng 182365  Perylene-di2 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 ouinestrol 364 C25H3202 000152-43-2 20

2 5.6-Dihvdro-2-(0-nitrobenzvliden... 349 C19H15N302S 023344-10-7 18
3 Benzoic acid. 4-chloro-. trimeth... 228 C10H13CI02Si 025436-27-5 15

4 4-Amino-2-methvlthio-6-I2-naphth... 349 C19H15N3S2 052978-98-0 14
5 2-Exo-chloro-8-anti-methylthio-2... 308 C13H9CIF4S 1000140-93-2 14
Abundance Scan 4350 (28.641 min): BG045067.D (-4344) (-) m/z 213.10 100.00%
213 349
5000
385 423 LN L B L
28.40 28.60 28.80 29.00
m/z 349.25 91.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #193347: Quinestrol
213
5000 160 LA B L L L L L LB
133 28.40 28.60 28.80 29.00
41 296 364 m/z 225.10 63.33%
69 91
185 250 338
m/z--> 50 100 150 200 250 300 350 400
Abundance
349
135
28.40 28.60 28.80 29.00
5000 m/z 199.10 57.56%
79 214
173
45 104 243 272 303
e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #83824: Benzoic acid, 4-chloro-, trimethylsilyl ester
139 213 28.40 28.60 28.80 29.00
m/z 226.15 53.19%
169
5000 1l
75
o 1]
.15...J,“..t..,“....,....,..L..,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 28.40 28.60 28.80 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1H-3a,7-Methanoazulene, oct... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
29.04 7.80 ng 443986 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 50
2 Alloaromadendrene 204 C15H24 025246-27-9 46
3 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 43
4 Farnesvl bromide 284 C15H25Br 006874-67-5 41
5 Naphthalene, decahydro-1,6-bis(m... 204 C15H24 030021-46-6 38
Abundance Scan 4418 (29.040 min): BG045067.D (-4409) (-) m/z 71.05 100.00%
1 133 204
43 109 269
5000
175 301
231 412 RN BRI SR BN B
B27 356 440 28.80 29.00 29.20 29.40
m/z 69.05 88.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
204
91 121 161
41
5000 o7 R BRI LR BN B
28.80 29.00 29.20 29.40
m/z 55.05 83.77%
T "h!I""I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 91
&7 133 161 " 28:80 29.00 29.20 20,40
5000 204 m/z 204.15 83.51%
miz-> 50 100 150 200 250 300 350 400
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133 204 28.80 29.00 29.20 29.40
m/z 133.05 78.36%
5000

T I T T
m/z--> 50 100 150 200 250 300 350 400 28.80 29.00 29.20 29.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3
R.T. EstConc Area Relative to ISTD R.T.
30.15 20.83 ng 1185270 Perylene-d12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 62
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 11
5 17-(1,5-Dimethylhexyl)-10,13-dim. .. 414 C29H500 1000210-86-9 10
Abundance Scan 4607 (30.151 min): BG045067.D (-4592) (-) m/z 43.05 100.00%
43
105 213
5000
303
255 329 381 414
29.80 30.00 30.20 30.40
m/z 105.05 64 .37%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43
5000 UNARUNVAUUNLURE B
29,80 30.00 30.20 30.40
m/z 57.05 63.26%
m/z--> I
Abundance
43
29.80 30.00 30.20 30.40
5000 m/z 107 .05 59.84%
81 107 414
1 3 213 255 303329
17 354 381
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate AL e m s e o
43 29.80 30.00 30.20 30.40
m/z 213.15 57 .66%
5000
107 147 396
\ “ | \‘u HM \ Ll ‘H. B 2D PO a5 3w | 428 456
m/z--> 50 100 150 200 250 mo3% 400 450 29,80 30.00 30.20 30.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045067.D

Aca On : 18 Apr 2020 15:03

Operator : CG/JU

Sample : L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hop-22(29)-en-3.beta.-ol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

32.25 4.98 ng 283620 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 64
2 _beta.-Humulene 204 C15H24 000116-04-1 55
3 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 52
4 Taraxasterol 426 C30H500 001059-14-9 50
5 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 075023-40-4 43

Abundance Scan 4964 (32.248 min): BG045067.D (-4956) (-) m/z 207.05 100.00%

5000

32.00 32.20 32.40
m/z 107.15 90.73%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189
95
55
b BRI e oy e
5000 135162 32.00 32.20 32.40
m/z 81.05 86.02%
RN S Sy
o L o LA B S o o e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
107
L e LA
81 32.00 32.20 32.40
sooo| ! 183 ) 204 m/z 95.10 78.38%
L o I i o B e e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64531: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... L B B
a1 107 32.00 32.20 32.40
m/z 189.15 77.29%
O 135
5000 189
161
— e e M S ey
m/z--> 50 100 150 200 250 300 350 400 450 500 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041720\
Data File : BG045067.D

Acq On : 18 Apr 2020 15:03

Operator : CG/JU

Sample - L2283-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.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]
Cyclohexane, 1-me... 7.45 12.6 ng 218830 1 8.02 347079 20.0
Camphor 10.24 3.1 ng 83573 2 10.83 545587 20.0
Naphthalene, 1,2,... 14.98 3.1 ng 136297 3 14.65 883968 20.0
4b,8-Dimethyl-2-i... 19.02 10.6 ng 617201 4 17.40 1160300 20.0
15-Methoxy-5-phen... 19.15 4.7 ng 271250 4 17.40 1160300 20.0
10,18-Bisnorabiet... 19.51 102.3 ng 5936200 4 17.40 1160300 20.0
Phenol, 4,4"-(1-m... 19.83 4.8 ng 292243 5 21.66 1209500 20.0
Heptafluorobutyri... 21.32 7.9 ng 476414 5 21.66 1209500 20.0
1-Heneicosanol 22.50 16.3 ng 982710 5 21.66 1209500 20.0
Heneicosane 23.98 3.9 ng 219857 6 24.85 1138010 20.0
1-Nonadecene 24 .03 2.8 ng 161479 6 24.85 1138010 20.0
2,6,6-Trimethyl-9... 25.43 2.8 ng 161497 6 24.85 1138010 20.0
Eicosane 26.05 2.6 ng 146511 6 24.85 1138010 20.0
unknown26.17 26.17 20.3 ng 1153290 6 24.85 1138010 20.0
unknown28.64 28.64 3.2 ng 182365 6 24.85 1138010 20.0
1H-3a,7-Methanoaz... 29.04 7.8 ng 443986 6 24.85 1138010 20.0
-gamma.-Sitosterol 30.15 20.8 ng 1185270 6 24.85 1138010 20.0
Hop-22(29)-en-3.b... 32.25 5.0 ng 283620 6 24.85 1138010 20.0
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