LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 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-BG073020.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 3.154 7 11 28 rvB 348695 499527 12.56% 1.627%
2 3.718 98 107 120 rBV2 44443 104725 2.63% 0.341%
3 4.094 158 171 179 rBvV 103642 296477 7.45% 0.966%
4 4.852 290 300 312 rBV2 79207 198786 5.00% 0.648%
5 4.987 317 323 331 rVvVv 41969 82409 2.07% 0.268%
6 5.069 332 337 343 rVB 28684 44566 1.12% 0.145%
7 5.533 409 416 429 rVB 926730 1456751 36.63% 4_.746%
8 7.114 678 685 695 rBV 938114 1612184 40.54% 5.253%
9 7.948 819 827 835 rBV 288820 494924 12.44% 1.612%
10 8.706 950 956 965 rBV 217750 384676 9.67% 1.253%

11 9.100 1011 1023 1032 rBV 615420 1095935 27.56% 3.571%
12 10.745 1294 1303 1316 rBV 458995 840347 21.13% 2.738%

13 11.326 1392 1402 1407 rBV9 17889 51497 1.29% 0.168%
14 11.456 1418 1424 1430 rVB7 30507 69672 1.75% 0.227%
15 11.661 1455 1459 1466 rBVS8 18414 39821 1.00% 0.130%
16 11.943 1499 1507 1512 rBV5 48505 96914 2.44% 0.316%
17 12.496 1595 1601 1605 rBV7 33284 69285 1.74% 0.226%
18 12.549 1606 1610 1614 rBV7 26838 47767 1.20% 0.156%
19 12.660 1624 1629 1633 rBV2 90084 141934 3.57% 0.462%
20 13.136 1706 1710 1714 rVB2 52576 67414 1.69% 0.220%
21 13.201 1714 1721 1730 rBV 1711545 2701372 67.92% 8.801%
22 13.377 1747 1751 1754 rBV3 62262 94846 2.38% 0.309%
23 13.412 1755 1757 1764 rVB6 67861 97884 2.46% 0.319%

24 13.524 1772 1776 1780 rVB4 80138 119352 3.00% 0.389%
25 13.583 1782 1786 1794 rVBS8 67429 149475 3.76% 0.487%

26 13.859 1829 1833 1839 rBV6 112726 198256 4.98% 0.646%
27 13.935 1841 1846 1853 rVB 539876 848610 21.34% 2.765%
28 14.017 1855 1860 1867 rBV2 260331 610237 15.34% 1.988%
29 14.082 1867 1871 1876 rBV5 126822 226583 5.70% 0.738%
30 14.329 1909 1913 1916 rBV4 115715 211300 5.31% 0.688%

31 14.417 1925 1928 1935 rVB4 293342 516797 12.99% 1.684%
32 14.487 1936 1940 1945 rBV3 167538 275612 6.93% 0.898%
33 14.576 1946 1955 1961 rBV 799175 1700471 42.76% 5.540%
34 15.110 2044 2046 2054 rVB6 133412 220012 5.53% 0.717%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 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-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.375 2088 2091 2097 rVvB2 239115 326337 8.21% 1.063%

36 16.062 2203 2208 2217 rBV 1349318 2104756 52.92% 6.857%
37 16.303 2246 2249 2250 rBV 281008 295280 7.42% 0.962%
38 16.332 2251 2254 2258 rVB 725550 925975 23.28% 3.017%
39 17.155 2391 2394 2401 rVB 726149 1062009 26.70% 3.460%
40 17.319 2419 2422 2427 rBVY 675751 1004825 25.26% 3.274%

41 19.934 2863 2867 2879 rVB 2854423 3977230 100.00% 12.958%
42 21.232 3084 3088 3101 rVB 569223 961310 24.17% 3.132%
43 21.561 3139 3144 3150 rVB2 902757 1460904 36.73% 4_.760%
44 22.372 3279 3282 3288 rVB2 94640 147231 3.70% 0.480%
45 23.042 3392 3396 3401 rVB 88736 139147 3.50% 0.453%

46 23.371 3449 3452 3462 rVB2 82508 145773 3.67% 0.475%
47 23.824 3524 3529 3533 rBVY 97078 185882 4.67% 0.606%
48 23.865 3534 3536 3548 rVB5 71933 143911 3.62% 0.469%
49 24.670 3664 3673 3681 rBV2 610010 1659935 41.74% 5.408%
50 25.827 3862 3870 3880 rBV3 80958 231803 5.83% 0.755%

51 25.933 3881 3888 3902 rvv4 76869 254741 6.40% 0.830%

Sum of corrected areas: 30693467
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG046283.D
4000000
3000000
2000000
1000000 5.53 711
9.10
15 10.74
' 4,09 % en 6
. 3.72 48507 i i 1133666194 1DFH0
i A e e e e e e e e R R T
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG046283.D
4000000 19.93
3000000

2000000

1000000

r—rrr—r T T T T T T T T T T

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: BG046283.D
4000000

3000000
2000000

1000000
24.67

23.093.37 288% 29593
AVANEN

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

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\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.15 20.19 ng 499527 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 10 (3.148 min): BG046283.D (-7) (-) m/z 73.05 100.00%
7B
5000 43
87
3.20 3.30 3.40 3.50 3.60
9
o.,....l,'n.'..%,..'.,....,....,....,.... S m/z 43.10  38.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HE RS R USSR
55 3.20 3.30 3.40 3.50 3.60
87 m/z 55.10 28.45%
ol H\\w\\ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 24 . 75%
27
0 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.44%
5000 43
58
29 ‘ ﬁ7
ol .U‘.. 1 L e
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Propanoic acid, 2-methyl- Concentration Rank 10

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

3.72 4.23 ng 104725 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl- 88 C4H802 000079-31-2 59
2 Hvdrazine. (1.l1-dimethvlethvl)- 88 C4H12N2 032064-67-8 12
3 Propane. 2-nitro- 89 C3H7NO2 000079-46-9 10
4 4-Penten-2-one 84 C5H80 013891-87-7 9
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 107 (3.718 min): BG046283.D (-98) (-) m/z 43.10 100.00%
43
5000
73
39 AR SR SRR AR
Tlillas 55 60 o 84 3|8 3.40 3.60 3.80 4.00 :
Ofrprrrrprerrprrrr e T T T m/z 41.10 50.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2060: Propanoic acid, 2-methyl-
43
5000 27
73 3.40 3.60 3.80 4.00
a9 m/z 73.00 34.69%
o 31 36| ||||4750 55 60 69 83 8?
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
32
41 S ey
56 3.40 3.60 3.80 4.00
5000 m/z 45.05 27 .65%
73
88
45
L LAy LA AR LA LALLA RAALy LR SAAS SRR RARS) RAAS) NALA LARSA LAY EAARARARSA LR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2169: Propane, 2-nitro- L L L L N N RN |
43 3.40 3.60 3.80 4.00
m/z 39.05 16.36%
27
5000
39
1518 ‘\32 36|/, 51 57 71
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00

8270-BG073020.M Mon Aug 17 07:24:00 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 3 Butanoic acid Concentration Rank 5

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

4.09 11.98 ng 296477 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 72
2 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
3 Pentanoic acid 102 C5H1002 000109-52-4 9
4 Hexanoic acid 116 C6H1202 000142-62-1 9
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 9

Abundance Scan 170 (4.088 min): BG046283.D (-158) (-) m/z 60.05 100.00%

60
5000
73
42

380 400 420 440

sl 53 88

o} S R4 W, N RS0 A m/z 73.10 30.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2020: Butanoic acid A
60
5000 ||||
73 3.80 4.00 4.20 4.40
27 41 m/z 42.05 22.63%

o 18 || |lla7 53 | 67 g1 88
L i o e e o L LR s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
60
42

3.80 4.00 4.20 4.40

5000 m/z 41.10 20.69%
18 28
12
O T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4246: Pentanoic acid
60 3.80 4.00 4.20 4.40

m/z 45.05 18.80%

5000
73
27 41
oL 15 [ ]la7 53, 8 a0

m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 420 4.40

8270-BG073020.M Mon Aug 17 07:24:02 2020

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 4 Butanoic acid, 3-methyl- Concentration Rank 7

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

4.85 8.03 ng 198786 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 90
2 Pentanoic acid 102 C5H1002 000109-52-4 38
3 1-Pentanamine 87 C5H13N 000110-58-7 9
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 9
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 7

Abundance Scan 300 (4.852 min): BG046283.D (-290) (-) m/z 60.05 100.00%
6p
5000 43
| & 460 480 500 520
69 - - - -
o /|| '....',....,...|.,....,....,. m/z 43.10 42.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60
5000 L R L L L
43 460 480 500 5.20
87 m/z 41.10 36.16%
0 15 2\7\ 37‘ “ ‘ 53\\‘ 11 6\9 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
60
4.60 4.80 5.00 5.20
5000 2 m/z 45.05 24 .76%
o7 41
o 15 47 53 87 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1907: 1-Pentanamine e R mnEE SR o
30 4.60 4.80 5.00 5.20

m/z 87.10 18.65%
5000

41 87
18 | 11,1 49 55 62 69 \

e ! NN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Butanoic acid, 2-methyl- Concentration Rank 13

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

4.99 3.33 ng 82409 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-methvl- 102 C5H1002 000116-53-0 83
2 Pentanoic acid. 2-methvl- 116 C6H1202 000097-61-0 78
3 Hexanoic acid. 2-methvl- 130 C7H1402 004536-23-6 56
4 Octanoic acid. 2-methvl- 158 C9H1802 003004-93-1 50
5 Methanamine, 1,1-bis(2,2-dimethy... 231 C13H29NO2 004909-78-8 39

Abundance Scan 324 (4.993 min): BG046283.D (-317) (-) 74.05 100.00%

4
57
5000 41
87

| " ‘ 188 460 4.80 5.00 5.20 5.40
0...,..”i..w.,.ﬁh,s...,”..,....“. SN m/z 57.10 63.37%

m/z--> 20 40 80 100 120 140 160 180
Abundance #4289: Butanoic acid, 2-methyl-
74
29 4 57
5000

4.60 4.80 5.00 5.20 5.40

87 m/z 41.10 48.81%
11 “ H \‘\ ‘ 102
O L o o e BN o o O SR e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
74
4.60 4.80 5.00 5.20 5.40
5000 43 m/z 87.10 29.51%
55 87
27
15 101 117
O L I o o o L o L B e o o o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13442: Hexanoic acid, 2-methyl-
74 4.60 4.80 5.00 5.20 5.40
m/z 73.10 19.29%
5000 43
27
60 87
0 H I “ ‘ 101 115 130
...,....,...., L o e o O B
m/z--> 20 40 60 80 100 120 140 160 180 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.66 3.38 ng 141934 Naphthalene-d8 10.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 013065-07-1 83
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 68
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 007524-63-2 58
4 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 52
5 Benzene, 4-chloro-2-fluoro-1-met... 160 C7H6CIFO 000452-09-5 49

Abundance Scan 1629 (12.660 min): BG046283.D (-1624) (-) m/z 118.05 100.00%

1 145

160

5000

12.40 12.60 12.80 13.00
m/z 145.10 89.73%

39 51 65 77

177 207
o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30931: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-

5000
12.40 12.60 12.80 13.00

m/z 160.10 73 .89%

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118
145
12.40 12.60 12.80 13.00
5000 m/z 117.10 47 .49%
91 160
;s 28395 65 77 103 129
o) AR RN VRSOV N S| VT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30930: Naphthalene, 1,2,3,4-tetrahydro-2,6-dimethyl- R R
118 12.40 12.60 12.80 13.00
160 m/z 105.00 31.91%
5000 145
105
91
39 51 77 ‘ 129
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 1-Methyl-2-cyclohexylbenzene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.33 ng 198256 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-2-cvclohexvlbenzene 174 C13H18 004501-35-3 76
2 Benzene. 1-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 76
3 (1.4-Dimethvipent-2-envIl)benzene 174 C13H18 1000184-97-9 62
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 42
5 1-Methoxy-3-phenylpropane 150 C10H140 002046-33-5 35
Abundance Scan 1833 (13.859 min): BG046283.D (-1829) (-) m/z 131.10 100.00%
105 118 1 174
5000
192 15160 1280 14,00 1420
o} m/z 174.10 91.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41143: 1-Methyl-2-cyclohexylbenzene
131 174
118
5000 105 SR SN SR SUNILE B
13.60 13.80 14.00 14.20
91 159 m/z 118.10 79.05%
o 41 55 67 O
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
118 131 174
105 SR SRR SR SUNILE B
13.60 13.80 14.00 14.20
5000 91 m/z 105.10 76.24%
27 39 77
15 53 65 145 159
S L S S L o L W L L B WAL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene R R I e
131 13.60 13.80 14.00 14.20
m/z 117.10 53.69%
118
105
5000
91 174
41 77 159
27
0...|.‘.‘..‘,M..‘JS‘.Sl‘?.Z‘..“‘l‘. .,“:‘..‘l‘.‘l“l.l“ﬁ..‘,...‘.,....,.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.94 9.98 ng 848610 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 94
1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 91
3 Phenol. 3.5-bis(1l.1-dimethvlethvl)- 206 C14H220 001138-52-9 83
4 Phenol. 2.5-bis(l.1-dimethvlethvl)- 206 C14H220 005875-45-6 74
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 74
Abundance Scan 1847 (13.941 min): BG046283.D (-1841) (-) m/z 191.10 100.00%
191
5000
206
a 5|7 77 9 5115 171 145 1‘?3 175 13.60 13.80 14.00 14.20
o...,”..u”.u,”.s,”..,ﬁ.. bl LT L Tz 206.20  24.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
91
5000 AU UL AR
13.60 13.80 14.00 14.20
a1 57 131 163 206 m/z 131.10 16.63%
74 91
NN A - A o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
191
1360 13.80 14.00 14.20
5000 43 149 m/z 57.10 15.44%
131 206
29 55 65 77 °1 105 119 163 146
O T e e R
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #66113: Phenol, 3,5—b|s(l,l—dlmethylethyl)— L L L L L N DL I
191 13.60 13.80 14.00 14.20
m/z 192.10 15.00%
5000 57
M 206
77 9} 197 121 1§5147 163 175
0|||||||||||||||‘|||||‘||‘||||‘|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 unknownl14.08 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.08 2.66 ng 226583 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chlorobicvclo(2.2.1Yheptan-2-0... 159 C7H10CINO 010499-35-1 25
2 Tetradecane 198 C14H30 000629-59-4 22
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 22
4 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 22
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 22
Abundance Scan 1871 (14.082 min): BG046283.D (-1867) (-) m/z 57.10 100.00%
71 159
5000
74 10 722 '13.80 14.00 14.20 1440
0 m/z 71.10 89.51%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #30576: 3-Chlorobicyclo(2.2.1)heptan-2-one oxime
67 79 93 123 159
106
5000 142 TTT LR B TTTT TTTT
39 mmmmmmmm
‘ 53 m/z 159.10 87.55%
oL R e ‘lHl“.‘l ‘\1 ‘l”h‘.‘ﬁ“‘l“l‘.‘”l”l‘H.‘Ml‘.|‘....“‘.... R R R
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 U UL ML UL SUM
13.80 14.00 14.20 14.40
5000 85 m/z 119.10 76.25%
29
99 198
o 113 127 141 155 169 182
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #140552: Dodecane, 1-iodo- B e
57 13.80 14.00 14.20 14.40
71 m/z 43.10 73.99%
5000 43 85
29 99
m/z--> 25 45 éo éo 160 150 140 160 180 200 250 1380 1400 1420 1440
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14 .33 2.49 ng 211300 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 90
2 2(1H)-Naphthalenone. octahvdro-4... 194 C13H220 054699-31-9 38
3 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-79-1 35
4 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 27
5 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1000163-96-1 25

m/z 193.20 100.00%

Abundance Scan 1913 (14.329 min): BG046283.D (-1909) (-

6! 109 193

5000

14.00 14.20 14.40 14.60
m/z 69.10 91.69%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 R R
137 14.00 14.20 14.40 14.60
m/z 109.10 84.61%
151 208
H ‘ 15179 | 7
0,....,”n., T e e
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
55 69 109
83
123 LA L L L L L L LB LB |
194 14.00 14.20 14.40 14.60
5000 95 137 m/z 55.10  79.48%
165 179
151
o} MRS 71011 1} TR N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78628: Silane, chlorodiethyl(2-methylpent-3- onxy) T
109 14.00 14.20 14.40 14.60
123 m/z 41.10 79.20%
5000
83
151
43 55 5
b B B L s s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14 20 14. 40 14.60

8270-BG073020.M Mon Aug 17 07:24:13 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 unknownl4.42 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.42 6.08 ng 516797 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 47
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 43
3 Silane. chlorodiethvlhexvloxy- 222 C10H23CI0Si 1000363-74-4 30
4 Iminostilbene 193 C14H11N 000256-96-2 22
5 Anthracene, 9,10-dihydro-9,10-di... 208 C16H16 022566-43-4 22

Abundance Scan 1929 (14.423 min): BG046283.D (-1925) (-) m/z 193.20 100.00%

193

5000
208 224 14.20 14.40 14.60 14.80
0 m/z 97.10 56.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 109 T i
137 14.20 14.40 14.60 14.80
151 m/z 69.10 54 .24%
! \ et |
0,..”,.”u, ‘. A R s e e
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
R B N ma s
14.20 14.40 14.60 14.80
5000 43 55 108 m/z 109.10 39.25%
69 81 97
29 123
o 137149 163 179 | 207 222
A B B L o e B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy- R B N ma s
193 14.20 14.40 14.60 14.80
83 109 m/z 41.10 38.34%
5000
123
55 5
20 41 ‘ T ‘ 135
R0 T o 50PN NN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 unknownl14.49 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.49 3.24 ng 275612 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 30
2 Decane. 3-methvl- 156 Cl11H24 013151-34-3 25
3 Octadecane. 1l-bromo- 332 C18H37Br 000112-89-0 25
4 Nonadecane 268 C19H40 000629-92-5 25
5 2,5,5,6,8a-Pentamethyl-trans-4a, ... 208 C14H240 1000215-77-8 25
Abundance Scan 1940 (14.487 min): BG046283.D (-1936) (-) m/z 57.10 100.00%
57
5000
3 1420 1440 14.60 14.80
Obrrrprrrrfitetip m/z 43.10 77 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71396: Pentadecane
57
85
5000 L B B S B
mmmmmmmm
29 m/z 41.10 56.63%
NI RN
m/z--> 25 45 65 85 100 120 140 160 180 200 220 240 260 2§o 360 350
Abundance
57
1420 1440 14.60 14.80
5000 m/z 71.10 51.63%
29 85
127
ol 111 156
mﬂwﬂwﬂwﬁmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170752: Octadecane, 1-bromo- e e ERRES BE s
57 14.20 14.40 14.60 14.80
m/z 55.10 39.94%
5000 85
135
29
. ‘ | } } J | M3 | 155 183 211 235253 281 303 332
AN AL LARLY RRRRS ARALE LARL e e SR S DA A B B B TTTTTTTT T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14 60 14-80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Triacontyl heptafluorobutyrate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
15.11 2.59 ng 220012 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 53
2 Dodecane. 4-cvclohexvl- 252 C18H36 013151-84-3 52
3 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 49
4 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 49
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 49
Abundance Scan 2046 (15.110 min): BG046283.D (-2044) (-) m/z 57.10 100.00%
g
97 133
5000
17120, 14.80 15.00 15.20 15.40
Ob— R e e o m/z 55.10 94 .26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241861: Triacontyl heptafluorobutyrate
57
97
5000 R SR SRR SRR SR
14.80 15.00 15.20 15.40
m/z 83.10 94 .16%
o ZGL ‘u“w$“181 222 264 320 362 420 465 616
m/z--> 50 100 150 200 250 300 350 460 450 500 550 600
Abundance
83
43 14.80 15.00 15.20 15.40
5000 m/z 43.10 75.72%
139
. 170 209
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #240770: Tetratriaconty! trifluoroacetate R R R
57 14.80 15.00 15.20 15.40
m/z 41.10 67 .00%
97
5000
39
ob 2L M4 a} 190 222 264 320 362 404 446476 521 572 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 unknownl5.37 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.84 ng 326337 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (Phenvlthio)acetic acid. cvclobu... 222 C12H1402S 1000299-95-5 49
2 4-Fluoro-N-(1H-tetrazol-5-vDben... 207 C8HB6FN50 1000306-76-6 47
3 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17NO2 1000306-89-3 47
4 4-Fluorobenzoic acid. 4-tridecvl... 322 C20H31FO02 1000280-68-0 47
5 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02 1000280-68-6 47
Abundance Scan 2090 (15.369 min): BG046283.D (-2088) (-) m/z 123.10 100.00%
123
5000 4 55 69 g1 9 109 207 ¢\¢vdkyw\/J\/xj\,/u\,\fmx,,mu
7 222 15.00 15.20 15.40 15.60
151 193 : : : :
ol 166179 233 m/z 95.10 39.20%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78775: (Phenylthio)acetic acid, cyclobutyl ester
123
5000 222 AU DR B UM B
15.00 15.20 15.40 15.60
55 m/z 109.10 37.27%
27 39| \ A ‘1?9 | 135 151 168180 104
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
15.00 15.20 15.40 15.60
5000 95 m/z 55.10 37.12%
75
o 50 63 107 140 179 207
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66822: Pentanamide, N-(4-methoxyphenyl)- A REE RS
123 15.00 15.20 15.40 15.60
m/z 69.10 36.41%
5000
108 207
ol 24 57 80 95 | | 136149 165178
mz-> 20 45 65 85 160 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 15 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.30 5.88 ng 295280 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Tetradecane 198 C14H30 000629-59-4 76
3 Heptadecane 240 C17H36 000629-78-7 74
4 Octacosane 394 C28H58 000630-02-4 72
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 2248 (16.297 min): BG046283.D (-2246) (-) m/z 57.10 100.00%
57
5000 /\ML
NN SR BN
3 113 134153 16.00 16.20 16.40 16.60
o 232249 330 m/z 43.10 83.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48831: Tridecane
57
5000 LA SO UL BSURIN B
4 16. 00 16 20 16. 40 16.60
85 m/z 71.10 64.72%
0 ‘\ 1 ‘ ‘ | \‘ 1 113 141 184
m/z--> ﬁo Jo éo éo 100 120 150 1éo 180 200 220 240 260 2éo 360 350
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 85.10 41.07%
41
0 15 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345:Hemadecane L L L L L B
57 16.00 16.20 16.40 16.60
m/z 55.10 35.16%
5000 A g5 JAhfoJ\/NAfAfA\j\MNFVM/\WU
0 1 ‘\ | 1 J 1%3\\141 169 196 240
m/z--> 2'0 4'0 6|0 8|O 100 120 14'10 1('30 180 200 220 240 260 280 3(')0 32'0 ' 16. 00 16 20 16. 40 16 60 !

8270-BG073020.M Mon Aug 17 07:24:21 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.33 18.43 ng 925975 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 93
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 90
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 87
4 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 72
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 2254 (16.332 min): BG046283.D (-2251) (-) m/z 57.10 100.00%
57
85
13 16.00 16,20 16.40 16.60
141 183 215 . . . )
obrr B b L L L aes O 20231 263 281 hyz 71.10  72.14%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000 LU AR SR AR
16. oo 16 20 16. 40 16.60
29 85 m/z 43.10 51.00%
AR | 141 167183 211 239
miz--> 20 45 eb 85 100 120 140 1éo 180 200 220 240 260 280 300 320 350
Abundance
7
%5 12 RN B BN
16.00 16.20 16.40 16.60
5000 m/z 85.10 27.23%
132
o 173191 216 245 312 342
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83031: Tridecane, 5—propy|— LA L L L B L N LB |
57 16.00 16.20 16.40 16.60
m/z 41.10 22.06%
5000
85
0 3! L 1z 141 .1§3 226
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 320 350 16. oo 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.15 21.14 ng 1062010 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
4 Octane. 2-methvl- 128 C9H20 003221-61-2 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 2393 (17.149 min): BG046283.D (-2391) (-) m/z 57.10 100.00%

57

%

5000 85
4 Trrrr TTrTT TTr T Trror[rT
16.80 17.00 17.20 17.40
| 19145 169 197 229
O el .."..,:-..-. ?,,,,247267, m/z 71.10  79.70%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LA L L B L L LB L
85 16.80 17.00 17.20 17.40
29 s m/z 43.10 51.43%
ob L 14T 167183 211 253 282
T T ] T T e T e o [ e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
I
16.80 17.00 17.20 17.40
5000 a5 m/z 85.10 43.40%
29

113 141 169 197 225 253 281 309 338

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R B BAREE RS

57 16.80 17.00 17.20 17.40
m/z 41.10 24 .56%

5000 85
113
o4 | . T4 183 211 239 267 296

R AR Ea e e e RRiaaaasasast B E B o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16. 80 17. 00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.23 13.16 ng 961310 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 3088 (21.232 min): BG046283.D (-3084) (-) m/z 57.10 100.00%
57 83
5000 1 AM“””“h/u\VJ\\&WW,\V»M\A
U SUNIIRE SO BRI B
139 226 21.00 21.20 21.40 21.60
ol AL 177,168, 203785249278205 325 353 429 | n a3 0 91.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 LI SULIULE B UL B
21.00 21.20 21.40 21.60
29 m/z 83.10 86.28%
0: |J| ‘:“ |‘ . “:‘ N I‘ \“\ “ ‘\ h ‘7‘]:?|5|2|22| |2|51|‘|27|9| |30I8I I‘I R o
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 g3
21,00 21.20 21,40 21.60
5000 m/z 55.10 85.94%
29 111
139 167 196 224
O i E e e e T R S T
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 e RARREEE RS
3 21.00 21.20 21.40 21.60
m/z 69.10 72.82%
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 21.00 2120 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Decane, 3,8-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.83 2.79 ng 231803 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3870 (25.827 min): BG046283.D (-3862) (-) m/z 57.10 100.00%
5000 _w@“MWV_wWMJ}p\U/\\“ww“ﬂ.ﬂ_v
R SUNIRE SRR SR SUN
155 25.60 25.80 26.00 26.20
o 182207 253 281303327 357 402 n/z 71.10 61 61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38349: Decane, 3,8-dimethyl-
57
85
5000 R SUNIRE SRR SRR SUM
25.60 25.80 26.00 26.20
m/z 43.10 54_.01%
113 141
0"'I'$”“hﬂ"Jl}?2'I""I""P"'I""I""I
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
' 25.60 25.80 26.00 26.20
5000 g5 m/z 85.10 41.32%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane A
57 25.60 25.80 26.00 26.20
m/z 55.10 23.96%
N Mw/\j\ww
85
29 113 141 169 197
oL L 4L 7y 199 197 225 253 280 309 351 379 407 436 S —
m/z--> 50 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046283.D

Aca On : 14 Aug 2020 20:01

Operator : CG/JU

Sample : L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 n-Tetracosanol-1 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
25.93 3.07 ng 254741 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 81
Abundance Scan 3888 (25.933 min): BG046283.D (-3881) (-) m/z 57.10 100.00%
57
83
5000 11
LR B BN B
139 167 193217239 268 341 399 25.60 25.80 26.00 26.20
ol A l L‘-u---'- el p 20 B9 gz 43,10 89.42%
m/z--> 50 10 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l AR AR AR
25. 60 25 80 26 00 26.20
m/z 83.10 77 .50%
29
ol \“ I | ‘ |07 195 222 250 280 308 336
m/z--> éo 160 150 260 2éo 360 3%0 460
Abundance
57 83
25.60 25.80 26.00 26.20
5000 111 m/z 55.10 77.18%
29
o 139 168 210 238 265 205
m/z--> éo 160 1%0 260 250 360 350 460
Abundance #210517: 1-Heptacosanol R R EEE T
57 |97 25.60 25.80 26.00 26.20
m/z 97.10 76.40%
5000
125
o 29 ’ L » A1?3.181 209 236 264 292 320 350 378
m/z--> éo 100 150 260 2éo 360 3%0 460 2560 2580 2600 2620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG081420\
Data File : BG046283.D

Acq On : 14 Aug 2020 20:01

Operator : CG/JU

Sample - L3662-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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 20.2 ng 499527 1 7.95 494924 20.0
Propanoic acid, 2... 3.72 4.2 ng 104725 1 7.95 494924 20.0
Butanoic acid 4.09 12.0 ng 296477 1 7.95 494924 20.0
Butanoic acid, 3-... 4.85 8.0 ng 198786 1 7.95 494924 20.0
Butanoic acid, 2-... 4 .99 3.3 ng 82409 1 7.95 494924 20.0
Naphthalene, 1,2,... 12.66 3.4 ng 141934 2 10.74 840347 20.0
1-Methyl-2-cycloh... 13.86 2.3 ng 198256 3 14.58 1700470 20.0
Phenol, 2,6-bis(1... 13.94 10.0 ng 848610 3 14.58 1700470 20.0
unknownl14 .08 14.08 2.7 ng 226583 3 14.58 1700470 20.0
Decahydro-4,4,8,9... 14.33 2.5 ng 211300 3 14.58 1700470 20.0
unknownl14 .42 14.42 6.1 ng 516797 3 14.58 1700470 20.0
unknownl14 .49 14.49 3.2 ng 275612 3 14.58 1700470 20.0
Triacontyl heptaf... 15.11 2.6 ng 220012 3 14.58 1700470 20.0
unknown15.37 15.37 3.8 ng 326337 3 14.58 1700470 20.0
Tridecane 16.30 5.9 ng 295280 4 17.32 1004830 20.0
Pentadecane, 2,6,... 16.33 18.4 ng 925975 4 17.32 1004830 20.0
Hexadecane, 2,6,1... 17.15 21.1 ng 1062010 4 17.32 1004830 20.0
Cyclotetracosane 21.23 13.2 ng 961310 5 21.56 1460900 20.0
Decane, 3,8-dimet... 25.83 2.8 ng 231803 6 24.67 1659940 20.0
n-Tetracosanol-1 25.93 3.1 ng 254741 6 24.67 1659940 20.0
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