LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 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-BG010919 .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 3.146 6 10 20 rvB 33921 51098 2.33% 0.483%
2 5.578 418 424 436 rBV 176414 297871 13.58% 2.814%
3 7.188 691 698 709 rVB 126406 245826 11.21% 2.322%
4 7.553 752 760 768 rBV 339045 596539 27.20% 5.636%
5 8.023 833 840 851 rBV 73292 124864 5.69% 1.180%
6 8.346 887 895 903 rBV 363835 641701 29.26% 6.063%
7 9.204 1033 1041 1051 rBV 258881 471531 21.50% 4 .455%
8 10.843 1310 1320 1331 rBV 100474 210723 9.61% 1.991%
9 11.295 1393 1397 1403 rVB5 13748 25576 1.17% 0.242%
10 13.281 1727 1735 1743 rVB 846649 1416645 64.60% 13.384%
11 13.581 1782 1786 1792 rVB3 18342 34545 1.58% 0.326%
12 14.110 1872 1876 1881 rBvV3 15621 22129 1.01% 0.209%
13 14.668 1965 1971 1977 rBV2 177647 285869 13.04% 2.701%
14 15.067 2034 2039 2046 rVB5 11407 26684 1.22% 0.252%
15 15.608 2124 2131 2136 rBv4 12851 26338 1.20% 0.249%
16 15.837 2164 2170 2179 rVB 64613 119014 5.43% 1.124%
17 16.084 2204 2212 2218 rBV10 8068 24060 1.10% 0.227%
18 16.160 2218 2225 2232 rBV 740509 1235241 56.33% 11.670%
19 16.336 2247 2255 2269 rVB4 14803 44318 2.02% 0.419%
20 16.771 2323 2329 2341 rBV3 57590 127661 5.82% 1.206%
21 16.959 2357 2361 2364 rBV5 14446 24443 1.11% 0.231%
22 16.989 2364 2366 2372 rVB4 16041 22705 1.04% 0.215%
23 17.417 2431 2439 2444 rBV 249873 390863 17.82% 3.693%
24 18.152 2559 2564 2569 rBV6 21755 36749 1.68% 0.347%

25 18.275 2579 2585 2592 rBV 73499 117396 5.35% 1.109%
26 20.020 2875 2882 2887 rBV 1669808 2193016 100.00% 20.719%
27 21.289 3094 3098 3109 rVB7 18459 39788 1.81% 0.376%
28 21.689 3159 3166 3174 rVB2 267862 454976 20.75% 4.298%
29 23.316 3435 3443 3456 rVB 379787 755557 34 .45% 7.138%
30 23.927 3540 3547 3555 rVB4 16959 39674 1.81% 0.375%

31 24.967 3713 3724 3735 rVB 175341 481254 21.94% 4._.547%

Sum of corrected areas: 10584654
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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: BG039128.D

1500000
1000000

500000
7.55 8.35
9.20

7.19 10.84
15 ﬁ I 8,'\02 1L 30

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 11.00 1150 1200 1250
Abundance TIC: BG039128.D

5.58

20.02
1500000

1000000
13.28

16.16

500000

17.42 21.69
14.67

8
1358 14,11 L}M?B. 34 1 4d 9o 1858° 22

(O o o e e o e o B L o o o S e e . e e B S S SR AR

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: BG039128.D

1500000

1000000

500000 23.32

24.97
23.93

R Rl S N T R R RE R Ras e e AR RERRA R et R

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\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.15 8.18 ng 51098 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 50
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 11 (3.152 min): BG039128.D (-6) (-) m/z 73.00 100.00%
7B 7
5000 43 g7
55
49 3.20 3.30 3.40 3.50 3.60
Ol rr et et b e e || M/Zz 43.00  43.34%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 A R R I IR U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.00 35.51%
0 .%9 35 I‘I 50 | 67 ||, 80 |
miz--> R N T T
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
73
45 55 A R R U UL U
3.20 3.30 3.40 3.50 3.60
5000 87 m/z 55.00 24 .44%
1
0 H\ ‘H i 67\\‘\ L
'W""P"'I”' UL FURLELELS FURLELEL SN FUELELS UL W
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #13743 2,2,4—Trimethy|—3—pentano| LI L L L
73 3.20 3.30 3.40 3.50 3.60
m/z 71.00 11.88%
41 55 87
5000
29
1? H\ ‘\‘ \“\ 7\H\ . 97
S S S L S S L S S LI S UL RS R R I UL U
m/z--> 10 20 30 40 50 60 70 8 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.55 Concentration Rank 2

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

7.55 95.55 ng 596539 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 760 (7.553 min): BG039128.D (-752) (-) m/z 132.00 100.00%
5000 68
0 o5 || (. |6103 720 7.40 7.60 7.80
S 10 PN - N NN | m/z 68.00 36.97%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A LA IR R L I
7.20 7.40 7.60 7.80
3 78 m/z 134.00 32.83%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
LA R I R L I
7.20 7.40 7.60 7.80
5000 m/z 66.00 27 .82%
g 57 8 76
89 103
ool ) R ws
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal P e
132 7.20 7.40 7.60 7.80
m/z 69.00 17.43%
5000 67
41 97
‘ 53 . 117
0 34‘ ‘ ‘\ I 61\“\‘ L1l 89 L, 103 110 124
miz--> B b 8 o 8 % 160 110 150 1o 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.30 2.43 ng 25576 Naphthalene-d8 10.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 81
2 Naphthll.2-bloxirene. 1la.2.3.7b-... 146 C10H100 002461-34-9 64
3 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 58
4 2-Methvlbenzvl cvanide 131 C9HON 022364-68-7 38
5 2-Phenethyl-_beta.-phenylpropionate 254 C17H1802 028049-10-7 27

Abundance Scan 1398 (11.301 min): BG039(;28.D (-1393) (-) m/z 104.00 100.00%

104
146

5000

11.00 11.20 11.40 11.60

0 m/z 146.00 70.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104
5000 146
91 11.00 11.20 11.40 11.60
15 131 m/z 91.00 37.74%
CU O
Ot e et et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21587: Naphth[1,2-b]oxirene, 1a,2,3,7b-tetrahydro-
104
11.00 11.20 11.40 11.60
5000 146 m/z 145.00 32.82%
117
78 91
S ST | w 181
N R RA A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21568: 2(1H)-Naphthalenone, 3,4-dihydro-
1 11.00 11.20 11.40 11.60

m/z 131.00 28.87%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.58 2.42 ng 34545 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 93
2 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 87
3 1H-Indene. 2.3-dihvdro-4.5.7-tri... 160 C12H16 006682-06-0 87
4 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 87
Abundance Scan 1786 (13.581 min): BG039128.D (-1782) (-) m/z 145.00 100.00%
145
5000 160
0 53 65 77 o 108 00 13.20 13.40 13.60 13.80
o} m/z 160.00 36.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145
5000 160
13.20 13.40 13.60 13.80
91 130 m/z 127.95 15.49%
e 27 B s s T 105 115
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30953: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145
13.20 13.40 13.60 13.80
5000 160 m/z 114.95 14.21%
" o1 105 117 128
51 77 ‘
0"P%?I“%i'“Jm'“ﬂ'“IEEW'”MP'“J“'WHL"ﬂ“‘““M““'P““I“'W““'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30905: 1H-Indene, 2,3-dihydro-4,5,7-trimethyl-
145 13.20 13.40 13.60 13.80
m/z 130.00 12.31%
5000 160
s T ¥ s e moa ast R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | | 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 6 Naphthalene, 1-(2-propenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.84 8.33 ng 119014 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 76
2 l1l-Isopropenvinaphthalene 168 C13H12 001855-47-6 68
3 Naphthalene. 2-(1-methvlethenvl)- 168 C13H12 003710-23-4 68
4 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 58
5 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 53

Abundance Scan 2171 (15.843 min): BG039128.D (-2164) (-) m/z 168.00 100.00%
168
153
5000
39 51 63 82 115 159 141 15.60 15.80 16.00 16.20
Ot 98 S L B0 "m/z 166.95 68.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36908: Naphthalene, 1-(2-propenyl)-
3
5000

15.60 15.80 16.00 16.20
m/z 152.95 59.20%

28 39 51

14

01
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36895: 1-lsopropenylnaphthalene
153
168 15.60 15.80 16.00 16.20
5000 m/z 164.95  45.93%
39 51 63 ;.8 105
27 7‘h 93 115 126 139 ‘ ‘
o] R VMR NN N P - st | Y
m/z--> 20 40 80 100 120 140 160 180
Abundance #36910: Naphthalene, 2-(1-methylethenyl)-
168 15.60 15.80 16.00 16.20
m/z 152.00 38.15%
5000 153
128
T T T e
m/z--> 20 40 80 100 120 140 160 180 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 1,1"-Biphenyl, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.34 2.27 ng 44318 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-ethvl- 182 C14H14 001812-51-7 90
2 Benzene., 1.1"-ethvlidenebis- 182 C14H14 000612-00-0 72
3 4-Ethvibiphenvl 182 C14H14 005707-44-8 72
4 2.2"-Dimethvilbiphenvl 182 C14H14 000605-39-0 72
5 2-Propanone, 1,l1-diphenyl- 210 C15H140 000781-35-1 53

Abundance Scan 2256 (16.342 min): BG039128.D (-2247) (-) m/z 167.00 100.00%

1

5000
11 16.00 16.20 16.40 16.60
0 m/z 182.00 42 .59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47322: 1,1'-Biphenyl, 2-ethyl-
1
5000

16.00 16.20 16.40 16.60
m/z 165.00 38.51%

5102 115 128 139

01
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47323: Benzene, 1,1'-ethylidenebis-
167
16.00 16.20 16.40 16.60
5000 160 m/z 152.00 20.61%
77 152
26 39 Sl 63 | 89 103 115 198 139 I

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #47309: 4-Ethylbiphenyl
167 16.00 16.20 16.40 16.60
m/z 168.00 18.67%
182
5000
152
o P i m
L e e LA L e B e e I L an o

m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 4,4"-Dimethylbiphenyl Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.77 6.53 ng 127661 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Dimethvibiphenvl 182 C14H14 000613-33-2 91
2 1.1"-Biphenvl. 3.4"-dimethvl- 182 C14H14 007383-90-6 90
3 1.1"-Biphenvl. 2.3"-dimethvl- 182 C14H14 000611-43-8 76
4 1.1°-Biphenvl. 2.4"-dimethvl- 182 C14H14 000611-61-0 76
5 3,3"-Dimethylbiphenyl 182 C14H14 000612-75-9 76

Abundance Scan 2329 (16.771 min): BG039128.D (-2323) (-) m/z 182.00 100.00%

167 182
5000
43 60 73 89 115 129139 194 16.40 16.60 16.80 17.00
o m/z 167.00 82.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47318: 4,4'-Dimethylbiphenyl
182
167
5000
16.40 16.60 16.80 17.00
m/z 165.00 70.42%
39 63 76 5 115 152
15 27 51 102 128139
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47330: 1,1'-Biphenyl, 3,4'-dimethyl-
182
16.40 16.60 16.80 17.00
5000 167 m/z 181.00 30.59%
095w % U ||
I B o L o B o B o I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47329: 1,1-Biphenyl, 2,3-dimethyl-
167 16.40 16.60 16.80 17.00
182 m/z 179.00 25.40%
5000
76 152
0 27 39 51 6? L i ‘h 102 115 128 141 Al \“
B o AL I o o o T LI IO B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.28 6.01 ng 117396 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2586 (18.281 min): BG039128.D (-2579) (-) m/z 43.00 100.00%
48 73
5000 129 213
157171 18° 256 S O A A S s
18.00 18.20 18.40 18.60
o M m/z 60.00 95.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
18.00 18.20 18.40 18.60
m/z 72.95 88.54Y%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 18.00 18.20 18.40 18.60
5000 29 129 m/z 55.00 83.73%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A ma s CM
43 60 73 18.00 18.20 18.40 18.60
m/z 57.00 78.39%
5000 129
29
199
‘ 143157171185 242
0 .}?,.‘a..‘i‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011419\
Data File : BG039128.D

Aca On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample : K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.32 33.21 ng 755557 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 93
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59

Abundance Scan 3444 (23.322 min): BG039128.D (-3435) (-) m/z 69.00 100.00%

69
5000
41

9% 137 23.00 23.20 23.40 23.60
161 189
ol hyd 437 | 161189 231 273200 341367 410 | 72T g1 00 50.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69

5000 R EAmanmmas
23 00 23. 20 23. 40 23 60

41 m/z 41.00 26.85%

9 121 149
o ol ﬂ 4 IT[" 175 203 231 273 209 341 367 410
i A o o o e e e e e ML B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69

23.00 23.20 23.40 23.60

5000 m/z 95.00 14 .39%
41
95 137
0 LA L 447 | 163 101217 245 273 299 341367 410
e g S T
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- R s e A RaRN
69 23 00 23. 20 23. 40 23 60

m/z 68.00 12 _.56%

41
5000
93 136
oL \\I‘ h 119 l 161 205 248

m/z--> 50 100 150 200 250 300 350 400 23 00 23. 20 23. 40 23 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011419\
Data File : BG039128.D

Acq On : 14 Jan 2019 19:48

Operator : JU/SJ

Sample - K1136-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.15 8.2 ng 51098 1 8.02 124864 20.0
unknown? .55 7.55 95.5 ng 596539 1 8.02 124864 20.0
Naphthalene, 1,2,... 11.30 2.4 ng 25576 2 10.84 210723 20.0
Benzene, 4-(2-but... 13.58 2.4 ng 34545 3 14.67 285869 20.0
Naphthalene, 1-(2... 15.84 8.3 ng 119014 3 14.67 285869 20.0
1,1*-Biphenyl, 2-_... 16.34 2.3 ng 44318 4 17.41 390863 20.0
4,4°-Dimethylbiph... 16.77 6.5 ng 127661 4 17.41 390863 20.0
n-Hexadecanoic acid 18.28 6.0 ng 117396 4 17.41 390863 20.0
Squalene 23.32 33.2 ng 755557 5 21.69 454976 20.0
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