LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 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 3.153 7 11 24 rVB 243045 356228 6.59% 0.713%
2 3.717 97 107 117 rBvV2 37331 93040 1.72% 0.186%
3 4.058 156 165 177 rBvV2 48822 103144 1.91% 0.207%
4 4.845 290 299 309 rBV 58990 124791 2.31% 0.250%
5 5.068 332 337 346 rVB 44902 70935 1.31% 0.142%
6 5.538 410 417 433 rVB 1321372 2096795 38.76% 4.198%
7 7.119 678 686 699 rBVY 1324468 2342315 43.30% 4 .690%
8 7.947 819 827 835 rBV 333314 577068 10.67% 1.155%
9 8.711 949 957 965 rBV 101750 172709 3.19% 0.346%
10 9.105 1015 1024 1034 rBV 898514 1599122 29.56% 3.202%
11 10.744 1294 1303 1311 rBvV 495922 898123 16.60% 1.798%
12 12.548 1605 1610 1616 rBvV6 29551 58274 1.08% 0.117%
13 13.135 1706 1710 1713 rvVvB2 44582 57190 1.06% 0.115%

14 13.200 1714 1721 1729 rBV 2348720 3740783 69.16% 7.489%
15 13.858 1829 1833 1837 rBVv3 131374 210094 3.88% 0.421%

16 14.029 1858 1862 1866 rBV 150981 219037 4._05% 0.439%
17 14.081 1867 1871 1874 rVvV2 165188 221193 4._.09% 0.443%
18 14.493 1938 1941 1944 rBv4 104434 142352 2.63% 0.285%
19 14.575 1949 1955 1960 rBV 768820 1433552 26.50% 2.870%
20 15.856 2169 2173 2182 rVB 681079 1162768 21.50% 2.328%

21 16.067 2204 2209 2215 rBV 1873130 2781718 51.43% 5.569%
22 16.332 2251 2254 2262 rVB 1488722 2135020 39.47% 4_275%
23 17.154 2390 2394 2402 rVB 2207819 3484784 64.43% 6.977%
24 17.325 2420 2423 2427 rBV 666116 1080088 19.97% 2.162%
25 17.759 2494 2497 2502 rVB 726272 999719 18.48% 2.002%

26 18.235 2575 2578 2584 rVB4 821620 1468096 27.14% 2.939%
27 19.375 2769 2772 2778 rVB 1615413 2061171 38.11% 4.127%
28 19.739 2830 2834 2839 rVB 1303796 1883814 34.83% 3.772%
29 19.939 2864 2868 2879 rVB 3609768 5408998 100.00% 10.829%
30 21.238 3086 3089 3097 rVB4 691945 1096110 20.26% 2.195%

31 21.567 3138 3145 3150 rBV2 1134664 2806003 51.88% 5.618%
32 21.620 3150 3154 3166 rVB 791073 1501976 27.77% 3.007%
33 23.376 3449 3453 3465 rVB 364012 737240 13.63% 1.476%
34 23.700 3501 3508 3515 rBV 548374 1663649 30.76% 3.331%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 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-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.823 3525 3529 3533 rBvV 173366 328138 6.07% 0.657%

36 23.876 3533 3538 3545 rVB2 460214 915079 16.92% 1.832%
37 24.393 3621 3626 3639 rVB 357216 936473 17.31% 1.875%
38 24.528 3643 3649 3661 rVB 430621 1156132 21.37% 2.315%
39 24.681 3668 3675 3681 rBV2 511521 1334565 24.67% 2.672%
40 25.832 3865 3871 3880 rVB 180845 489292 9.05% 0.980%

Sum of corrected areas: 49947578
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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: BG046290.D

5000000
4000000
3000000

2000000
5.54 7.12

1000000 9.10
795 10.74
3.72 4.06 4.85.07 i 8.71 12.55

L A E N SRS S

T T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG046290.D

1994
5000000

17.15

4000000 19.38
19.74

17.76 18.24
3000000 2

2000000

1000000

O L [N I B e e LA I AL A e o i o R R

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: BG046290.D

5000000
4000000
3000000
2000000

1000000 23.3g3-27§?828 248
- 25.83

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

8270-BG073020.M Mon Aug 17 07:31:04 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 8

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

3.15 12.35 ng 356228 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 10 (3.147 min): BG046290.D (-7) (-) m/z 73.10 100.00%
73
5000 43
55 87
36 o5 3.20 3.30 3.40 3.50 3.60
o SN 1N ST ISP - N — m/z 43.10 37.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HAE AR AR A AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 25.54%
A T
mz-> 20 % 4 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 HE AR AR U AR U
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 25 .50%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.10 10.81%
5000 43
58
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' HRSE IR U R AR U
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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 : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Propanoic acid, 2-methyl- Concentration Rank 15

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

3.72 3.22 ng 93040 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 72
2 Dimethoxane 174 C8H1404 000828-00-2 9
3 Oxalic acid. ethvl propvl ester 160 C7H1204 1000309-25-3 9
4 1.3-Dioxolane. 2.2.4.5-tetrameth... 130 C7H1402 017226-65-2 9
5 Formic acid, 2-methylpropyl ester 102 C5H1002 000542-55-2 9

Abundance Scan 107 (3.717 min): BG046290.D (-97) (-) m/z 43.05 100.00%
a3
5000 73
] ss 88 s 340 3.60 3.80 4.00
Orreerrprre iy ph e b e e e e e m/z 41.10 44 _92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #2061: Propanoic acid, 2-methyl-
43
5000 LSRRI R U R
27 7 3.40 3.60 3.80 4.00
m/z 73.10 36.12%
|55 ‘ 8\8
A A L N LA AR NN LA AR LA LA LARAN LSRN LRRAN AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
43
3.40 3.60 3.80 4.00
5000 m/z 45.10 30.94%
71
0 29 52 o1 87 3113 13 159 173
L KR L KRR LR KRR AR AN LR LS LA LA LARAN LS AR LA LN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #31096: Oxalic acid, ethyl propyl ester
43 3.40 3.60 3.80 4.00
m/z 39.10 17_.37%
5000 29
0 ‘ 59 75 91 119
m/z--> 20 30 45 50 eb 70 80 90 100 110 150 130 140 150 160 170 180 3.40 3.60 3.80 4.00

8270-BG073020.M Mon Aug 17 07:31:08 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 3 Butanoic acid Concentration Rank 14

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

4._.06 3.57 ng 103144 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Hvdrazine. 1.1-dimethvl- 60 C2H8N2 000057-14-7 9
3 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 9
4 Hexanoic acid 116 C6H1202 000142-62-1 9
5 _beta.-l1-Arabinopyranoside, methyl 164 C6H1205 001825-00-9 9

Abundance Scan 165 (4.058 min): BG046290.D (-156) (-) m/z 60.10 100.00%
60
5000 73
41
|45 55 3.80 4.00 4.20 4.40
3 49 69 84 88 : : : :
0..,....,....,....,....,....,....,...E},..I.,|....,....I....:...,...:,:...,....,....,..:.,....,... m/z 73.10 36.69%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2020: Butanoic acid
60
5000
73 3.80 4.00 4.20 4.40
27 41 45 m/z 41.10 26.23%
0 18 |31 37, ||| 49 % | 69 81 88
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
60
42 U S R R L
3.80 4.00 4.20 4.40
5000 m/z 42.10 22.18%
18 28
15
0 32 39 /46 55
R Ly LR LU ) LR LA LA LRAR) LARL) LRLe) LA LAAR) LARL) RLLS LAARA RAAR) LERR) RRAL AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #21817: Propanedioic acid, propyl-
44 60 3.80 4.00 4.20 4.40
m/z 45.10 18.06%
5000 73
29 55
m/z--> é fo 1% 25 55 §o 3% 45 45 éo 5% 60 85 fo 7% 85 55 do 9% 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Butanoic acid, 3-methyl- Concentration Rank 13

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

4.85 4.33 ng 124791 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 78
2 1.2-Hvdrazinedicarboxaldehvde 88 C2H4N202 000628-36-4 40
3 N-Carbomethoxv-N-methoxvmethvlamine 119 C4H9NO3 153654-07-0 39
4 Thiazole. 4.5-dihvdro-2-methvl- 101 C4H7NS 002346-00-1 39
5 Pentanoic acid 102 C5H1002 000109-52-4 39

Abundance Scan 300 (4.851 min): BG046290.D (-290) (-) m/z 60.10 100.00%
60
5000 43 /\\Nw»
87 IAEEERAREE RS LR
|||50III 69 | 460 480 5.00 5.20
o ettt e e e e e m/z 43.05 37.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4275: Butanoic acid, 3-methyl-
60
5000 R R LR L
43 460 480 500 5.20
87 m/z 41.10 35.64%
|

27
15 ‘\ “ (| 6\9 101
0...,....,....,....,....,.... T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
32

4.60 4.80 5.00 5.20

60 83

5000 18 m/z 45.00 21.22%
44
70
o RS SN NN UGS P U U
m/z--> 10 20 30 40 50 60 70 80 9 100 110 120
Abundance #9059: N-Carbomethoxy-N-methoxymethylamine
29 4.60 4.80 5.00 5.20
60 m/z 87.10 16.81%
5000
45
‘ ‘ 119
o...,....,...:,‘l...,l‘...,...:,....,....,....,....,....,....‘,....
m/z--> 10 20 40 50 60 70 80 90 100 110 120 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 : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18

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

5.07 2.46 ng 70935 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 25
5 2-Butanol, 1l-methoxy- 104 C5H1202 053778-73-7 23

Abundance Scan 337 (5.068 min): BG046290.D (-332) (-) m/z 43.10 100.00%

43
59
5000
101

73 83 g1 480 500 520 540
o...,....,....,....-,'::..?1..:-!,....,.'...,.~...,...:,....,. m/z 59.10 60.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 5.20 5.40
m/z 101.10 25.61%
15 31 101
| 25 7 37 53 83
(0 B B e IR L B o B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
LN B o S R
57 480 5.00 5.20 5.40
5000 m/z 58.05 16.50%
29 101
o 15 37 51 73 83 95
A I o e o e  LLANLAN I e s o B o o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 4.80 5.00 5.20 5.40
m/z 41.10 8.89%
5000
101
o 15 253137 | 5 %8 g9 86
A I o o I B UL B i o o e o R RS E RS e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, 1l-cyclohexyl-3-met... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.93 ng 210094 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 83
2 1-Cvclohexvl-2-cvclohexvlidenethane 192 C14H24 059986-23-1 42
3 (1.4-Dimethvlpent-2-envl)benzene 174 C13H18 1000184-97-9 42
4 1-Methvl-2-cvclohexvlbenzene 174 C13H18 004501-35-3 38
5 trans-2-Methylcyclohexanol, hept... 310 C11H13F702 1000364-13-5 27
Abundance Scan 1833 (13.858 min): BG046290.D (-1829) (-) m/z 55.10 100.00%

5000
194 R B
208 13.60 13.80 14.00 14.20
0 m/z 81.10 75.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
118 131 174
105
5000 91 LI I e

m/z 131.10 73 .93%

T T T T
13.60 13.80 14.00 14.20

27 39
7
s | mET | e
0..u,.ﬂ”i.uWMﬂ“.ﬂw.muqﬂn.h 11 TR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81 96
e R EEL
" 55 67 13.60 13.80 14.00 14.20
5000 m/z 174.10 62.90%
192
109 121
! SNSRI |} S | AT S5V RS IM.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene R B RE AR S
131 13.60 13.80 14.00 14.20
118 m/z 118.05 61.84%
105
5000
91 174
41 7 159
27 0 e | ] 143
/RIS VRN VI NTVS . RS SO R M| e R AN M ASNAA SR R
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 : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Bacchotricuneatin c Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.08 3.09 ng 221193 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
2 Pentadecane 212 C15H32 000629-62-9 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 64
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
Abundance Scan 1871 (14.081 min): BG046290.D (-1867) (-) m/z 57.10 100.00%
57
5000 a5 xﬂAfJVNNA“»wjL\f\”AJNJ\ﬁAﬂ
119 SR AR SN B SRR
141159 13.80 14.00 14.20 14.40
190
ob S hd iy | I0207 ) n/z 71.10  82.62%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 SR AN SN U B
13.80 14.00 14.20 14.40
132 m/z 43.10 68.58%
o L a7t 216 aas 312 342
m/z--> 55 160 1éo 200 250 360 '
Abundance
57
113.80 14.00 14.20 14.40
5000 g5 m/z 85.10 37.02%
29
o 113 141 169 212
m/z--> L '55' ' "160' ' "1éo' B '260' B '250' ' "360' o
Abundance #59879: Tetradecane N R EE B s S
57 13.80 14.00 14.20 14.40
m/z 41.10 25.15%
5000 85
29
0 \‘ \} |\ Il I 1:!-3 n 14\.1 ) 169 19\8
m/z--> 55 160 150 200 2%0 300 ' 1580 14b0 1&20 1&40

8270-BG073020.M Mon Aug 17 07:31:20 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Undecane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.86 16.22 ng 1162770 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 93
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 91
3 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 76
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 74
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 72

Abundance Scan 2174 (15.862 min): BG046290.D (-2169) (-) m/z 57.10 100.00%

g7

23

71
5000
0 239 254 m/z 71.10 54.96%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 TT T[T T T T[T I T rrrrr[rrm
Qe 1560 1580 16.00 16.20
m/z 43.10 44 . 75%
29 85 og 113
ol | 127 141 155 169 184
T = R = L e B
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
e
43 15.60 15.80 16.00 16.20
5000 71 m/z 85.10 25.27%
85
29 99 113
0 127141 155 169 183196 211 225 239 254
e e s ===
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48868: Undecane, 3,5-dimethyl- B B o S
57 15.60 15.80 16.00 16.20
m/z 41.10 23.00%
- i T nv~A,\M4\,\,/\\Aunfb/vmﬂuj\
29 85 g9
ol | 4 | 112127140 155 169 184
T T T T T T e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 1560 15.80 16.00 16.20

8270-BG073020.M Mon Aug 17 07:31:23 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Heptane, 2,6-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.33 39.53 ng 2135020 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 83
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 83
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 80
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 72

Abundance Scan 2254 (16.332 min): BG046290.D (-2251) (-) m/z 57.10 100.00%
7
| /Lﬁ/j\\__JJ\V
43
5000
85
g9 113 UM B UM
127 141 183 16.00 16.20 16.40 16.60
N 155 201215230244 268 m/z  71.10 74 _45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12692: Heptane, 2,6-dimethyl-
43
57
5000 LU TR BN SRR
71 16.00 16,20 16.40 16.60
m/z 43.10 53.43%
29 H 85 113
T N A -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
7 16.00 16.20 16.40 16.60
5000 m/z 85.10 28.76%
85
o 99 113127141154169182197210225239253268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5- propyl LA L L L B N N LR |
57 16.00 16.20 16.40 16.60
43 - m/z 41.10 22.41%
5000
85
o L i h‘ 9?1H 127141154168 183197 226
m/z--> 26 45 60 80 100 120 140 160 180 200 220 240 260 16.00 16,20 16.40 16.60

8270-BG073020.M Mon Aug 17 07:31:25 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.15 64 .53 ng 3484780 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 92
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2393 (17.148 min): BG046290.D (-2390) (-) m/z 57.10 100.00%
57
71
5000 43 85
I I I I I

16.80 17.00 17.20 17.40

99 113
127141155169183197211 232 253267281

o m/z 71.10 74 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LA L L L L LB L
85 16.80 17.00 17.20 17.40
29 m/z 43.10 50.68%
99 113127
S 141155169 183197211 225239253267 282
e e R T e e e T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
B e e S EEE e
16.80 17.00 17.20 17.40
5000 & m/z 85.10 40.52%
85
29

155

99
113927941 183108

%

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59882: Tetradecane L B o
57 16.80 17.00 17.20 17.40
43 m/z 41.10 24.65%
5000 85
29
‘ | % 113127141155 198
T O O oL R —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16,80 17.00 17.20 17.40

8270-BG073020.M Mon Aug 17 07:31:27 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 Octadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.76 18.51 ng 999719 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecane
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44
2-methvl-6-propvl- 226 C16H34

3 Dodecane.
4 Tridecane.

254 C18H38

3-ethvl- 212 C15H32

000593-45-3 86
054833-48-6 86
055045-08-4 83
013286-73-2 83

5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2497 (17.759 min): BG046290.D (-2494) (-) m/z 57.10 100.00%
g7
71
43
5000 85
99 113, . 145 R RAREEEmEsma
17.40 17.60 17.80 18.00
169185 210
o,....,...",.-.||.-.,-.'...|,.-.J:|.',.-':-.-.,h'..-.,....,....;....?.2?.2]‘,‘9..2.69.?7,8....,. m/z 71.10 78.60%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57
43 11
5000 85 R RAREEEmEsma
17,40 17.60 17.80 18.00
m/z 43.10 65.94%
29 99113
i ‘ I | 141155169183197 225 254
3 NN S PSP Rt e LA~ A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
71 o = .
43 17.40 17.60 17.80 18.00
5000 85 m/z 85.10 46 .07%

99113
141155169183  211225239253267281296

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- R BE T

43 57 17.40 17.60 17.80 18.00

m/z 55.10 21.13%
71
5000 85
99 140
il T113 717154168182 205 206
o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00

8270-BG073020.M Mon Aug 17 07:31:29 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 12 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.24 27.18 ng 1468100 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Decane. 3.6-dimethyl- 170 C12H26 017312-53-7 42
3 Tetradecanoic acid 228 C14H2802 000544-63-8 42
4 Pentadecanoic acid 242 C15H3002 001002-84-2 41
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 38
Abundance Scan 2579 (18.241 min): BG046290.D (-2575) (-) m/z 192.10 100.00%
192
5000
27 "' 18.00 18.20 18.40 18.60
o - |-, Ll 219298 826 ' nzz 57.10  97.71%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LRI ULLE SRR UL U
83 18.00 18.20 18.40 18.60
o 157 1g5 213 256 m/z 71.10 79.76%
o “‘.:ﬂhl“ ﬁ‘”‘.“l I\ ‘. .‘ .‘. | .‘ ; \|23|9 “. ——
m/z--> 50 100 150 200 250 300
Abundance
57
' 18.00 18.20 18.40 18.60
5000 o m/z 191.10 68.10%
29 113
. 141 170
m/z--> 55 160 1éo 200 250 360
Abundance #84452: Tetradecanoic acid e EREEsEEEE S
78 18.00 18.20 18.40 18.60
43 m/z 43.10 67.53%
5000 129
185
97 228
o 2 J.‘Il“a““‘.‘l.HL??‘.{.‘. ‘|2:.|'1.‘.. ———— L
m/z--> 50 100 150 200 250 300 18.00 18.20 18.40 18.60

8270-BG073020.M Mon Aug 17 07:31:31 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 13 1-Docosene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
2124 7.81ng 1096110  Chrysene-d12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosere 308 C22H44 001599-67-3 81

006971-40-0 76
000557-61-9 74
074339-53-0 74

2 17-Pentatriacontene 491 C35H70
3 Octacosanol 410 C28H580
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302

5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 74
Abundance Scan 3089 (21.238 min): BG046290.D (-3086) (-) m/z 57.10 100.00%
57 g3
226
5000
111
140 163198 || 254 21.00 21.20 21.40 21.60
I L1 Pt i A, 1281308333 363388 431 m/z 43.10 85.59%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55
97
5000 LA L L L L LB
29 21.00 21.20 21.40 21.60
‘125 m/z 83.10 83.40%
o b e we
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
97 R B e
21.00 21.20 21.40 21.60
5000 m/z 55.10 80.54%
o 181209 236 267292 320 348 376 406 434 462 490
e i o o e A ML AR
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol T
57 21.00 21.20 21.40 21.60
97 m/z 226.10 71.41%
5000
125
29
o) lJ}§3}81209236264292322 364392
|||||||||||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
mz-> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60

8270-BG073020.M Mon Aug 17 07:31:33 2020

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.38 11.05 ng 737240 Perylene-di12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 89
5 Hexadecanal 240 C16H320 000629-80-1 87
Abundance Scan 3454 (23.382 min): BG046290.D (-3449) (-) m/z 57.10 100.00%
5 o
5000
17 278 23.00 23.20 23.40 2360
362 : : :
o AL | 40 205 104217 205 P05 306 334 362387 az0 | HOEY TR 00 oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #126193: 1,19-Eicosadiene
55
5000 82 BB ARSUARAR B
- 23. 00 23 20 23. 40 23.60
109 m/z 82.10 79.65%
N Hu H | 138 180 208 250 278
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance
43 82
23.00 23.20 23.40 2360
5000 m/z 55.10 57.12%
109
. 137 166 194 222 250
miz-> 50 100 150 200 250 300 350 400
Abundance #117616: Oxirane, hexadecyl- AR EEEEE
55 |8 23.00 23.20 23.40 23.60
m/z 96.10 55.05%
5000
29 109
o 137 166 194 202 250
m/z--> 50 m 1% ﬁo @ 3& %o M Bmmmmmmm

8270-BG073020.M Mon Aug 17 07:31:35 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 15 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.82 4.92 ng 328138 Perylene-di12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3528 (23.817 min): BG046290.D (-3525) (-) m/z 57.10 100.00%
57
5000 85 ~/\ufw~\._\~\4/V\\xwvaﬂdﬂvﬁ-
| l ]|113 141163 207232 2? 284 309 338 369 397 425447 - 23'60 23'80 24'00 24'20 I
0...,.. s o e o B A e R S e B m/z 43.10 70.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
5000 85 LRSI BN BRI SRR B
23 60 23. 80 24 00 24 20
29 m/z 71.10 64 .80%
oL ‘ | H113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 100 1éo 260 2éo 300 3éo 460 4éo
Abundance
57
" 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 45 .28%
28
183
o 113 155 310
m/z--> §o 160 1éo 260 250 360 3éo 460 4%0
Abundance #175558: Tetracosane R B R ma s
57 23.60 23.80 24.00 24.20
m/z 55.10 24 .89Y%
85
5000
oLz L) J | 141 169 197 225 253 281 309 338
m/z--> 5'0 1c')o 1&'30 2(')0 250 300 350 4(')0 4&'30 23 60 23. 80 24 00 24 20

8270-BG073020.M Mon Aug 17 07:31:37 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 Z-5-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.88 13.71 ng 915079 Perylene-di12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 98
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 3539 (23.882 min): BG046290.D (-3533) (-) m/z 83.10 100.00%
57 83
5000 m \~Mm~,~wwvvf/\wa“vavv\ﬁ,
199 to1200 257 1 soa 305 sreacnace 200 080 2400 240
ol ML L g 55200 227 | 304 335 376401428 s "T57 10 93.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115907: Z-5-Nonadecene
55 83
5000 111 LR ISR AU SR SUNRE
23.60 23.80 24.00 24.20
266 m/z 55.10 91.93%
139
0,,,,‘”‘,\\,“,\,\\\" Mq 168 210238 | I
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
| 23.60 23.80 24.00 24.20
5000 11 m/z 97.10 91.51%
29
0 139 167 196 224 252 280 308
m/z--> 55 160 1%0 260 2%0 360 3%0 460
Abundance #186968: n-Tetracosanol-1 BN EEEEE S
57 83 23.60 23.80 24.00 24.20
m/z 43.10 83.68%
5000 | LM/\/L‘_\
29 139
o ‘M‘.“‘ | L | 167 195 222 250 280 308 336
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 350 4(|)O 23.I60 23.|80 24.'00 24.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.39 14.03 ng 936473 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Benzolalpvrene 252 C20H12 000050-32-8 93
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 3626 (24.393 min): BG046290.D (-3621) (-) m/z 252.10 100.00%
252
5000
125 24.00 24.20 24.40 24.60 24.80
224
oL 21 75 99, ) 180177200757 | 291316 355 401430 475 Th/7 250.05  28.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
52
5000
24.00 24.20 24.40 24.60 24.80
125 m/z 253.10 23.34%
ol, 50 74 99 | 150174 200224 J
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
24,00 24,20 24,40 24.60 24.80
5000 m/z 251.10 10.75%
126
0 74 99 200224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104218: Benzo[a]pyrene L A B e
252 24.00 24.20 24.40 24.60 24.80
m/z 125.10 8.78%
5000
126
oL_50 74 100, | 149174200224 |
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24,20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081420\
Data File : BG046290.D

Aca On : 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 18 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.83 7.33 ng 489292 Perylene-d12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Tetracosane 338 C24H50 000646-31-1 97
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 83

Abundance Scan 3871 (25.832 min): BG046290.D (-3865) (-) m/z 57.10 100.00%

57
85
5000

113 25.60 25.80 26.00 26.20
141 169 207 253 296 365
ol .J, ALy lgn1es, 207 283 296 329 365 308 429 m/z 71.10 66.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L
25.60 25.80 26.00 26.20
m/z 43.10 61.76%
29 113
0 \‘ J h\ “\ it h‘ u‘ w\lﬁlllgg 197 225 253 296
LA o o o B L L A i o o o o o O
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R N R N Esmssmas
85 25.60 25.80 26.00 26.20
5000 m/z 85.10 52.30%
29
0 113 141 169 197 225 253 338
L i o o LS ELALN i e o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- N e e
57 25.60 25.80 26.00 26.20
m/z 55.10 25.25%
- i WNWAA/\/\“M/\
113
0 l r I 77 141 183 211 239 267 296
et e e e e e R N R N Esmssmas
m/z--> 50 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG081420\
Data File : BG046290.D

Acq On 15 Aug 2020 00:45

Operator : CG/JU

Sample : L3662-04

Misc :

ALS Vial : 17 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 12.4 ng 356228 1 7.95 577068 20.0
Propanoic acid, 2... 3.72 3.2 ng 93040 1 7.95 577068 20.0
Butanoic acid 4.06 3.6 ng 103144 1 7.95 577068 20.0
Butanoic acid, 3-... 4.85 4.3 ng 124791 1 7.95 577068 20.0
2-Pentanone, 4-hy... 5.07 2.5 ng 70935 1 7.95 577068 20.0
Benzene, 1l-cycloh... 13.86 2.9 ng 210094 3 14.57 1433550 20.0
Bacchotricuneatin c 14.08 3.1 ng 221193 3 14.57 1433550 20.0
Undecane, 3,6-dim... 15.86 16.2 ng 1162770 3 14.57 1433550 20.0
Heptane, 2,6-dime... 16.33 39.5 ng 2135020 4 17.32 1080090 20.0
Hexadecane, 2,6,1... 17.15 64.5 ng 3484780 4 17.32 1080090 20.0
Octadecane 17.76 18.5 ng 999719 4 17.32 1080090 20.0
n-Hexadecanoic acid 18.24 27.2 ng 1468100 4 17.32 1080090 20.0
1-Docosene 21.24 7.8 ng 1096110 5 21.57 2806000 20.0
1,19-Eicosadiene 23.38 11.1 ng 737240 6 24.68 1334570 20.0
Octacosane 23.82 4.9 ng 328138 6 24.68 1334570 20.0
Z-5-Nonadecene 23.88 13.7 ng 915079 6 24.68 1334570 20.0
Benzo[e]pyrene 24._39 14.0 ng 936473 6 24.68 1334570 20.0
Heneicosane 25.83 7.3 ng 489292 6 24.68 1334570 20.0
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