LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\
Data File : BG044924.D
Aca On - 20 Mar 2020 17:54 Instrument :
Operator : CG/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22Ie - +1981-08 MH-1-COMP-3-19-2020
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-BG031020.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 3.152 5 11 19 rBv2 140293 354224 8.01% 1.094%
2 3.228 20 24 32 rvw 118852 209752 4.74% 0.648%
3 5.361 379 387 394 rVB2 49262 92453 2.09% 0.286%
4 5.614 421 430 439 rBV 429798 716562 16.20% 2.214%
5 7.200 691 700 708 rBV 259489 497092 11.24% 1.536%
6 7.629 766 773 780 rBV 43420 81252 1.84% 0.251%
7 8.046 836 844 851 rBV 292521 526372 11.90% 1.626%
8 8.105 851 854 862 rVB2 31051 53252 1.20% 0.164%
9 8.369 891 899 906 rBVY 1142066 2020099 45.68% 6.240%
10 9.198 1029 1040 1051 rBV 916522 1709112 38.65% 5.280%
11 9.662 1113 1119 1126 rBV5 26819 55799 1.26% 0.172%
12 10.379 1236 1241 1248 rVB7 19665 45224 1.02% 0.140%
13 10.849 1313 1321 1329 rBvV 381208 703189 15.90% 2.172%
14 12.159 1540 1544 1551 rBvV7 20103 50799 1.15% 0.157%

15 13.299 1730 1738 1746 rVB 2327175 3672784 83.05% 11.345%

16 13.575 1780 1785 1793 rVB 180277 297104 6.72% 0.918%
17 14.121 1872 1878 1884 rBV 368722 536231 12.13% 1.656%
18 14.474 1933 1938 1946 rBV2 47707 82836 1.87% 0.256%
19 14.597 1954 1959 1963 rVB7 27624 46859 1.06% 0.145%
20 14.674 1964 1972 1977 rBV 588866 983487 22.24% 3.038%

21 14.738 1977 1983 1990 rVB3 80228 195017 4.41% 0.602%

22 15.091 2036 2043 2048 rVB5 22648 54157 1.22% 0.167%
23 15.414 2093 2098 2104 rBV 150973 226688 5.13% 0.700%
24 15.884 2174 2178 2182 rBV 72444 93563 2.12% 0.289%

25 16.160 2218 2225 2233 rBV2 1429845 2306510 52.16% 7.125%

26 16.331 2250 2254 2261 rVB2 59051 106928 2.42% 0.330%
27 16.677 2307 2313 2317 rBV 116629 170021 3.84% 0.525%
28 17.177 2393 2398 2403 rBV 817527 1128874 25.53% 3.487%
29 17.282 2411 2416 2426 rBV 261611 356018 8.05% 1.100%

30 17.377 2428 2432 2434 rBV4 33881 50432 1.14% 0.156%
31 17.418 2434 2439 2445 rVB 707538 1104054 24.97% 3.410%
32 17.518 2452 2456 2461 rBV7 24192 46006 1.04% 0.142%
33 18.322 2588 2593 2601 rBV 473469 722198 16.33% 2.231%
34 18.528 2625 2628 2633 rBV 37820 58846 1.33% 0.182%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\
Data File : BG044924.D
Aca On - 20 Mar 2020 17:54 Instrument :
Operator : CG/JU ?Z'I\!A_(t;S el

- _ lentosampleld :
3?22Ie - +1981-08 MH-1-COMP-3-19-2020
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\HPCHEM1\BNA G\METHODS\8270-BG031020.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.251 2747 2751 2756 rVB2 38218 54088 1.22% 0.167%
36 19.445 2780 2784 2786 rBV5 49911 74856 1.69% 0.231%

37 19.586 2804 2808 2817 rBV2 219130 336555 7.61% 1.040%
38 19.844 2845 2852 2859 rVB2 99872 212319 4._80% 0.656%
39 20.032 2878 2884 2891 rBV 3348293 4422289 100.00% 13.661%
40 20.349 2936 2938 2943 rVB4 53210 55092 1.25% 0.170%

41 20.820 3014 3018 3020 rBV2 121849 146566 3.31% 0.453%
42 21.025 3050 3053 3057 rVB4 44642 55664 1.26% 0.172%
43 21.348 3103 3108 3118 rBVY 505449 812514 18.37% 2.510%
44 21.689 3159 3166 3174 rVB2 728265 1333295 30.15% 4._.119%
45 21.907 3198 3203 3209 rVB2 187192 287985 6.51% 0.890%

46 22.518 3302 3307 3317 rVB 259838 467669 10.58% 1.445%
47 23.217 3420 3426 3434 rVB 312418 591132 13.37% 1.826%
48 23.411 3454 3459 3465 rVB 57120 111596 2.52% 0.345%
49 23.581 3483 3488 3498 rVB4 75754 169416 3.83% 0.523%
50 24.028 3557 3564 3575 rVB2 302325 679317 15.36% 2.098%

51 24.891 3700 3711 3720 rBV 454220 1356670 30.68% 4.191%
52 24.985 3720 3727 3737 rVB2 262055 687540 15.55% 2.124%
53 26.125 3912 3921 3932 rVB3 187832 548667 12.41% 1.695%
54 26.237 3932 3940 3949 rBV6 52160 171924 3.89% 0.531%
55 27.482 4142 4152 4162 rBV4 90806 337513 7.63% 1.043%

56 29.133 4424 4433 4442 rVB10 30730 105751 2.39% 0.327%

Sum of corrected areas: 32372212
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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: BG044924.D

3000000
2500000
2000000

1500000
8.37
1000000 9.20

500000 5.61 10.85
7.20 8.05 ;
3123

5.36 | 763 1 960 1038 A 1235

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG044924.D

20.03
3000000

2500000{ 13,30
2000000

1500000 16.16

1000000 17.]18].42 21.69

500000 14.12 195 . 22.52

%52 1853  19154119-84 20.35 20.5¢ o3

M5 09241 15.8816.3316.68
Ob—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: BG044924.D

3000000
2500000
2000000
1500000

1000000

24.89
5000007 23.22 24.03 .99 26.13

M-,A§§?%58 I e 27.48 29.13

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

8270-BG031020.M Mon Mar 23 07:21:56 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Cyclohexane Concentration Rank 3

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

3.15 13.46 ng 354224 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 53
5 Cyclopentanone, 2-ethyl- 112 C7H120 004971-18-0 45

Abundance Scan 11 (3.152 min): BG044924.D (-5) (-) m/z 56.05 100.00%
56.0
5000 /L
R e AR
3.20 3.30 3.40 3.50 3.60
,....,ﬂ.J...,“.“;?lf”,-?...,....,...??6.-3...,....,.‘.‘3.3-.1 m/z 84.05 67.24%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #1455: Cyclohexane
58.0
5000 RS IR U IR IR U
3.20 3.30 3.40 3.50 3.60
m/z 41.10 47 .20%
150,
mz-> 0 55 100 150 200 250 300 350 400
Abundance #1491: Cyclopentane, methyl-
58.0
1320 3.30 3.40 350 3.60
5000 m/z 55.10 36.08%
1'S'Q"'}l"'"|""|""|"" U DL SN DU
mz-> 0 50 100 150 200 250 300 350 400
Abundance #1487: 1-Pentene, 2-methyl-
56.0 3.20 3.30 3.40 3.50 3.60
m/z 69.05 27 .92%
5000
15. ‘
|
mz-> 0 55 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 10

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

3.23 7.97 ng 209752 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 24 (3.228 min): BG044924.D (-20) (-) m/z 73.10 100.00%
741
- ‘L—y—y——y—r
3001 | 3.20 3.30 3.40 3.50 3.60
J, 2067 1479 2009 e 200 Thzz 4310 36.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 LA U IR IR IR IR
3.20 3.30 3.40 3.50 3.60
m/z 87.10 26.48%
29%|
J I'J"I""I""I""I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 24 .99%
29.0 ’ |
Il
m/z--> 50 100 150 200 250 300 350 400
Abundance #1997: Silane, tetramethyl-
73.0 3.20 3.30 3.40 3.50 3.60
m/z 71.10 9.81%
5000
29.0
m/z--> 50 100 150 200 250 300 350 400 ' 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Benzene, chloro- Concentration Rank 19

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

5.36 3.51 ng 92453 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 94
2 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 27
3 Phenol. 3-fluoro- 112 C6H5FO0 000372-20-3 27
4 3-Nitropvrrole 112 C4H4N202 005930-94-9 16
5 2-Cyclopenten-1-one, 2-hydroxy-3... 112 C6H802 000080-71-7 16

Abundance Scan 387 (5.361 min): BG044924.D (-379) (-) m/z 112.00 100.00%
11%.0
5000
51.1 S| S —
5.00 5.20 5.40 5.60
b A2 Y Tm/z 7710 62.68%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6348: Benzene, chloro-
11%.0
5000 S RRANSRARSERARSARARAN S
5.00 5.20 5.40 5.60
51.0 m/z 114.00 26.63%

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #6350: Phenol, 4-fluoro-
112.0
5.00 520 5.40 5.60
5000 m/z 51.10 25.39%
57.0 j
..Hfu”.,.”.,.”.,”.. U MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #6351: Phenol, 3-fluoro-
112.0 5.00 520 5.40 5.60
m/z 50.10 19.88%
5000
64.0
III‘IIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII II‘IIIIIIIIIIIIIIIIII‘III
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.58 6.04 ng 297104 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Metacetamol 151 C8H9NO2 000621-42-1 50
3 3-Pvridinemethanol. acetate 151 C8HI9NO2 010072-09-0 50
4 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 40
5 Diacetamate 193 C10H11NO3 002623-33-8 40
Abundance Scan 1786 (13.581 min): BG044924.D (-1780) (-) m/z 43.10 100.00%
431 109.1
5000 151.1
85.1 NSRS AR SN
13.20 13.40 13.60 13.80
- .,....',|~ ol .-',h.|..'1. / 1931 8041 "m/z 109.10 79.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 TJ\- R B SRS R
13.20 13.40 13.60 13.80
69.0 m/z 151.05 40.38%
,1;3,.9,.,.”.1. ,.|,|..|,.1,|.”..|| T R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24779: Metacetamol
109.0
13.20 13.40 '1'3 60 1380
5000 151.0 m/z 41.10 20.42%
43.0
80.0
15.0 Ly I |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24849: 3-Pyridinemethanol, acetate B ARammaEa S
1320 13.40 13.60 13.80
m/z 85.10 16.36%
5000 }\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Diethyltoluamide Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.41 4.61 ng 226688 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 94
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 80
3 47 -Methvlbutvrophenone 162 C11H140 004160-52-5 58
4 N-(m-ToluovDalvcine 193 C10H11NO3 027115-49-7 53
5 Benzoic acid, 4-methyl-, methyl ... 150 C9H1002 000099-75-2 53
Abundance Scan 2097 (15.408 min): BG044924.D (-2093) (-) m/z 119.10 100.00%
119.1
5000 91.1 190.1
o T giie21 | 19001550 150 1560 k0
RN viUMEUE | [SPRRSSEN | NSRS RS .6 U R AN m/z 190.05 42.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53785: Diethyltoluamide
119.0
5000 91.0 190.0 LN BRI UL I B
: 15.00 15.20 15.40 15.60 15.80
65.0 m/z 91.10 41 .05%
39.0 | A 145,0 162.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53813: Benzamide, N,N-diethyl-4-methyl-
119.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 191.10 15.22%
91.0 190.0
65.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #32124: 4'-Methylbutyrophenone
119.0 15.00 15.20 15.40 15.60 15.80
m/z 65.10 14.47%
5000 91.0
65.0
39.0 147.0
15.0 ‘ “\ R l 1 ‘ 162.0
m/z--> 20 40 60 80 100 120 140 160 180 ' 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 2-Propanol, 1-chloro-, phos... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.18 20.45 ng 1128870 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-chloro-. phosphate... 326 C9H18C1304P 013674-84-5 90
2 Bis(3-chloro-1-propvl)(1-chloro-... 326 C9H18C1304P 137888-35-8 32
3 Triisopnropvlphosphate 224 C9H2104P 000513-02-0 25
4 Benzoic acid. 4-IT2-(1l-piperazin... 277 C14H19N303 1000350-32-6 22
5 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18CI304P 137909-40-1 16
Abundance Scan 2399 (17.183 min): BG044924.D (-2393) (-) m/z 99.00 100.00%
41.1 99.0 125.0
5000 157.0 201.0
277.0
233.0 16.80 17.00 17.20 17.40
o sodl Lol L L3108 s, 195,00 92.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166335: 2-Propanol, 1-chloro-, phosphate (3:1)
99.0 125.0
41.0
5000 LA AR SO BN
170 5o 2770 16,80 17.00 17.20 17.40
m/z 41.10 86.46%
15.0 71. L 2330 e 31L0
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280 360 320
Abundance #166338: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosphate
99.0
1570 1650 1700 1720 1740 |
5000 m/z 201.00 41.81%
125.0
‘ ‘ L0 2770
”wunﬂﬁﬁng.upnﬂndwu.“J.MJLJ.m.”ﬁunﬁuhquznn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81479: Triisopropylphosphate R Emaa e e AR
99.0 16.80 17.00 17.20 17.40
125.0 m/z 157.00 40.61%
5000
43.0
| L‘ 69.0, ‘ J 16‘70‘ 209.0 —mvh%v
m/z--> 25&&8M®@ﬂmmmmmmm%m%mﬁo 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Bis(l-chloro-2-propyl)(3-ch... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.28 6.45 ng 356018 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(l-chloro-2-propv)(3-chloro-... 326 C9H18C1304P 137909-40-1 62
2 Bis(3-chloro-1-propvl)(1-chloro-... 326 C9H18C1304P 137888-35-8 45
3 2-Butvl methvilphosphonofluoridate 154 C5H12F02P 000352-52-3 25
4 Triisopnropvlphosphate 224 C9H2104P 000513-02-0 17
5 Sarin 140 C4H10FO2P 000107-44-8 17
Abundance Scan 2416 (17.282 min): BG044924.D (-2411) (-) m/z 99.00 100.00%
99.0
41.1
5000 125.0 157.0
200.9 e VN
76.0 2330  277.0 17.00 17.20 17.40 17.60
0 m/z 41.10 74 _.37%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166337: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99.0
157.0
5000 LI SUMIURE SR U B
201.0 217.0 17.00 17.20 17.40 17.60
45.0 ; J ‘ 233.0 ‘ m/z 125.00 49 .18%
.nﬂthv”jﬁ....d.L.” .”...J ”..l“L..h .ﬂ...”'nh.?}ﬁﬂ.“
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166338: Bis(3-chloro-1-propyl)(1-chloro-2-propyl)phosphate
99.0
157.0 117.00 17.20 17.40 17.60
5000 m/z 157.00 48 _49%
125.0
‘ ‘ 251.0 2710
|||4|.?.|9|‘|‘|Zﬁl‘ﬁnulnn‘lnnllu|||‘ ””‘ I‘I\” “n:‘: |||‘| ”\” ‘””h ||‘|‘|3|]|-:!-|?|| -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #27183: 2-Butyl methylphosphonofluoridate e e
99.0 17.00 17.20 17.40 17.60
m/z 117.00 36 .50%
5000 125.0
41.0
670
m/z--> 40 eb 80 100 120 150 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60

8270-BG031020.M Mon Mar 23 07:22:02 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.32 13.08 ng 722198 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2593 (18.322 min): BG044924.D (-2588) (-) m/z 73.10 100.00%

73.1

5000
129.1 213.2 rryrrrryrrTroT Trrirprrrr
l 1l7llzl 25?-2 4506 18.00 18.20 18.40 18.60
0 '.".'..‘,....‘,.‘.l..,....,....,....,....,....',. m/z 60.10 82.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
5000 LA L L L L L L L
18.00 18.20 18.40 18.60
0
171.0 213.0 256.0 m/z 43.10 82.19%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
73.0
T T T T
18.00 18.20 18.40 18.60
5000 200 129.0 m/z 57.10 64 .19%
' 199.0 242.0
1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid A BEARE S St
73.0 18.00 18.20 18.40 18.60
m/z 55.10 61.12%
5000 129.0
W k 185.0 241.0 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 18 00 18. 20 18. 40 18.60

8270-BG031020.M Mon Mar 23 07:22:03 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.59 5.05 ng 336555 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 18
Abundance Scan 2809 (19.592 min): BG044924.D (-2804) (-) m/z 73.05 100.00%
43.1 73.0
. 124 241.2 ML/\
185.1 '
l | 2813 19,20 19.40 19.60 19.80 20.00
AT IVIPUO Wi B L LS89 399 sz 60.05  85.87%

T e A
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43.0 730

5000 L B B B B B
129.0 284.0 19,20 19.40 19.60 19.80 20.00

m/z 43.10 84 .45%

185.0 241.0
TIPS

m/z--> 50 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid
43.0 73.0
R B R
19.20 19.40 19.60 19.80 20.00
5000 m/z 57.10 78.31%
129.0 242.0
LA o oo 220
N A
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid B BT e
43.0 73.0 19.20 19.40 19.60 19.80 20.00
m/z 41.10 68.87%
5000 256.0
129.0
213.0
LA, ]
tl'u.MLWLNw A

T T
m/z--> 50 100 150 200 250 300 350 19 20 19. 40 19. 60 19. 80 20. 00

8270-BG031020.M Mon Mar 23 07:22:04 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032020\
Data File : BG044924.D

Aca On : 20 Mar 2020 17:54

Operator : CG/JU

Sample : L1981-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 2,2-Bis-(4-hyxroxyphenyl)-b... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
19.84 3.18 ng 212319 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 64
2 Phenol. 4.47-(1l-methvlethvlidene... 228 C15H1602 000080-05-7 64
3 2-Trimethvisilvl-3-trimethvlsilyv... 228 C8H20N4Si2 1000373-05-5 64
4 Benzoic acid. 2-(4-aminophenvl)- 213 C13H11NO2 025829-61-2 53
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 53

Abundance Scan 2851 (19.838 min): BG044924.D (-2845) (-) m/z 213.10 100.00%
218.1
5000
119.1
91.1 19.60 19.80 20.00 20.20
55.1 168.1
oo VAR VY R NSO e . 2641 3079 3491 m/z 119.05 21.01%
m/z--> 50 100 150 200 250 300 350
Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane
218.0
5000 LR UL BRI SURBUSN IR
19.60 19.80 20.00 20.20
1190 242.0 m/z 214.10 20.89%
390 910 7T 1690
m/z--> 50 100 150 200 250 300 350
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
1960 19.80 20.00 20.20
5000 m/z 228.10 18.40%
119.0
39M0 | 19]J-O\ i l 165.0 \ |
m/z--> 50 100 150 200 250 300 350
Abundance #84782: 2-Trimethylsilyl-3-trimethylsilylamino-1,2,4-triazole
218.0 19.60 19.80 20.00 20.20
m/z 91.10 8.09%
5000
73.0
50 | w00 10”0 | |
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20

8270-BG031020.M Mon Mar 23 07:22:05 2020

MH-1-COMP-3-19-2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 13 1-Docosene

R.T. EstConc Area Relative to ISTD R.T.
21.35 12.19ng 812514  Chrysene-d12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosere 308 C22H44 001599-67-3 94

2 Heneicosvl pentafluoropropionate
3 Nonadecvl trifluoroacetate

4 Cvclooctacosane

5 Nonadecyl pentafluoropropionate

458 C24H43F502
380 C21H39F302
392 C28H56

430 C22H39F502

1000351-81-1 91
1000351-76-3 91
000297-24-5 91
1000351-88-8 91

Abundance Scan 3108 (21.348 min): BG044924.D (-3103) (-) m/z 57.10 100.00%
57.1
7.1
5000
_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_f
1532 206.3 21.00 21.20 21.40 21.60
e d ) L 500 2003 26733083 356.6 4292 4754 757 4310 86.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151537: 1-Docosene
57.0 97.0
5000 LA L L L L LB L
308.0 21.00 21.20 21.40 21.60
390 m/z 55.10 78.16%
15. ] 11 181.0 223.0 266.0 |
o T S I o B T B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #228791: Heneicosyl pentafluoropropionate
57.0
97.0 IIIIIIIIIIIIIIIIIIIIIII
21.00 21.20 21.40 21.60
5000 m/z 83.10 66.24%
39.0 294.0
LI}, 18202240 2940 3390 490,040
I e o B T L L o o e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #202424: Nonadecy! trifluoroacetate B I e e i e e e e
57.0 97.0 21.00 21.20 21.40 21.60
m/z 69.10 61.81%
5000
39.0
| L1 1T, 182.0 2240 266.0 3110 362.0 I\,
I B A i I o e o e B o B B T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 21. OO 21 20 21. 40 21.60

8270-BG031020.M Mon Mar 23 07:22:06 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

21.91 4.32 ng 287985 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 3204 (21.912 min): BG044924.D (-3198) (-) m/z 57.10 100.00%

517.1
5000

99.1 IIIIIIIIIIIIIIIIIIIIIII
21.60 21.80 22.00 22.20
| 169.2208.0 281.1 ,
b E ]y 1902208025.1281.1 3293 4007 4890 o TTaG 66750
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
571.0
5000 LA L L L L L LB B |

21.60 21.80 22.00 22.20
m/z 43.10 65.05%

99.0
|j , 141.0 183.0 225.0 267.0 309.0  367.0
N B e T LA o o e e e o B o |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57.0
T T

21.60 21.80 22.00 22.20
5000 m/z 85.10 52.59%
99.0
| | 41410:}8:302250 338.0
e N B o o e e LA B m
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194505: Heneicosane, 11-pentyl- T T P T
43.0 21.60 21.80 22.00 22.20
m/z 55.10 36.14%
5000 85.0
‘ 240 50
‘ u1270 1690 l 7 336.0
m/z--> 50 100 150 200 250 300 350 400 450 21. 60 21. 80 22. OO 22. 20

8270-BG031020.M Mon Mar 23 07:22:07 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.52 7.02 ng 467669 Chrysene-d12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Eilcosane 282 C20H42 000112-95-8 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
Abundance Scan 3307 (22.518 min): BG044924.D (-3302) (-) m/z 57.10 100.00%
57.1
5000
j 910 1411 1962 2499 serp 3530 oL 22.20 22.40 22.60 22.80
bl g TS 1902 2499 2012 9S50 440 m/z 71.10 64.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202660: Heptacosane
57.0
5000 RARARRADARNA RARAARARAN

22.20 22.40 22.60 22.80
99.0 m/z 43.10 62 .90%

15d

|| J4L0 ) 183.0 2250 267.0 309.0 380.0
= " ..,... A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
R R AR RARRE
22.20 22.40 22.60 22.80
5000 m/z 85.10 45 .66%
99.0
ChL )l 1410 1830 225.0 2670 300.0 367.0
LA B B B A e o S S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0 22.20 22.40 22.60 22.80
m/z 55.10 25.08%
5000
99.0
L Ly, 141.0 183.0 2250 281.0 337.0 394.0
et e e e e e e e R EEEEEEE SR REE
m/z--> 50 100 150 200 250 300 350 400 22. 20 22.40 22.60 22.80

8270-BG031020.M Mon Mar 23 07:22:08 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.22 8.87 ng 591132 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 3427 (23.223 min): BG044924.D (-3420) (-) m/z 57.10 100.00%

517.1
5000

22. 80 23. 00 23. 20 23 40 23. 60
I 141 1 197 1
b ll ddlin (2932 2052 3420 42900 Thzz 71.10 65.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0

5000 P T T R P
22. 80 23. 00 23. 20 23 40 23. 60

m/z 43.10 59.57%

99.0
25)0 J | l |, 1410 1830 2250 2810 337.0 394.0
L e o o o e A L B e o o e e B B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0

22. 80 23. 00 23. 20 23 40 23.60

5000 m/z 85.10 50.25%
99.0
Pl L], 110 1830 250 338.0
T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane BRREEEEEEET S Ly ]
57.0 22.80 23.00 23.20 23.40 23.60

m/z 55.10 22.61%

5000
99.0
‘ |l | | ; 1410 1830 2250 267.0 309.0  367.0

. |
||||||||||||||||||||||||||||||||||||||||| LI L L L LB LB BB A

m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23. 20 23 40 23. 60

8270-BG031020.M Mon Mar 23 07:22:09 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.03 10.01 ng 679317 Perylene-d12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eilcosane 282 C20H42 000112-95-8 87
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 3564 (24.028 min): BG044924.D (-3557) (-) m/z 57.10 100.00%
57.1
5000
991'2 1552 2112 253.2289.2 3551 4290 23.80.24.00 24.20 24.10
oAb gy 52 2112 28322892 3851 4290 ns57 71,10 64.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
5000 LRI I UL I I
23.80 24.00 24.20 24.40
99.0 m/z 43.10 55.04%
15.0] | 1| 1410 1830 2400
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
2380 24.00 24.20 24.40
5000 m/z 85.10 50.50%
99.0
| ] | , 1410 183.0 2250 281.0 337.0 394.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #141426: Heneicosane e A REEEe
57.0 23.80 24.00 24.20 24.40
m/z 55.05 22 .43%
5000
99.0
|1 ]\J 141.0 1830 225.0 296.0
m/z--> 50 100 1&'30 200 250 300 350 400 23.80 24.00 24.20 24,40

8270-BG031020.M Mon Mar 23 07:22:10 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .99 10.14 ng 687540 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3728 (24.991 min): BG044924.D (-3720) (-) m/z 57.10 100.00%

57.1

—

5000
13.2 24.60 24.80 25.00 25.20 25.40
183.2933 0 295.4342.7 4175
NS ¥ § ¥ B 8 WISt s= LS e LA — m/z 71.10 71.60%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LA L L L L L LI L L L

24,60 24.80 25.00 25,20 25.40
m/z 43.10 58.50%

13.0 169.0 225.0 281.0 337.0 394.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #241528: Tetratetracontane
57.0
24.60 24.80 25.00 25.20 25.40
5000 m/z 85.10 44.16%
13. O
‘ ,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0 24.60 24.80 25.00 25.20 25.40
m/z 55.10 25.42%
5000
13.0
, 169.0 2250 281.0  365.0

SRR W ¥ B R W S 217, . =

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24 60 24 80 25. OO 25 20 25. 40

8270-BG031020.M Mon Mar 23 07:22:10 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG032020\
Data File : BG044924.D

Aca On : 20 Mar 2020 17:54

Operator : CG/JU

Sample : L1981-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 19 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9

MH-1-COMP-3-19-2020

R.T. EstConc Area Relative to ISTD R.T.
26.13 8.09 ng 548667 Perylene-di12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 92
2 Docosane 310 C22H46 000629-97-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3922 (26.131 min): BG044924.D (-3912) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.2 25.80 26.00 26.20 26.40
169 1 207.0
_— ,]. . [ 28022070 3082 34233728 sz 71.10  60.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0
25.80 26.00 26.20 26.40
m/z 43.10 55.66%
\ | | f27-0  183.0211.0239.0267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57.0
25.80 26.00 26.20 26.40 |
5000 85.0 m/z 85.10 48 _.41%
2900 || || 12701550 107.00250 2670 3100
m/z--> 50 100 150 200 250 300 350
Abundance #141424:; Heneicosane
57.0 25.80 26.00 26.20 26.40
m/z 55.10 20.11%
5000 85.0
L | T80 10702250 267,02960
m/z--> 50 100 150 2(')0 250 300 350 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG032020\

Data File : BG044924.D

Aca On - 20 Mar 2020 17:54

Operator : CG/JU

ﬁ?ggle i L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG031020.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 20 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
27 .48 4.98 ng 337513 Perylene-d12 24 .89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 91
Abundance Scan 4152 (27.482 min): BG044924.D (-4142) (-) m/z 57.10 100.00%
571
5000 |
141.2 207.0  266.0 27.20 27.40 27.60 27.80
i J " ﬂ A TS 20002073 3432 4169 | nzo 71,10 75.10%
m/z--> 50 5 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000
27.20 27.40 27.60 27.80
99.0 m/z 43.10 55.72%
|_\ ] ﬂ | }410 1830 2250 267.0 309.0  367.0
m/z--> 55 100 1éo 260 250 360 3éo 460
Abundance #175559: Tetracosane
57.0
2720 27.40 27.60 27.80
5000 m/z 85.10 44 .55%
99.0
LU 140 1830 2250 338.0
mz> 80 1o 1% 20 20 o o a0
Abundance #209566: Octacosane
57.0 27.20 27.40 27.60 27.80
m/z 55.10 24 .88%
5000
99.0
2@0‘ }j ’” ] }4}0 183.0 2250 281.0 337.0  394.0
m/z--> % 1m mo ﬁ 250 ﬁo ﬁ 4& 2nwmwmmmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG032020\
Data File : BG044924.D
Acq On : 20 Mar 2020 17:54 Instrument :
Operator : CG/JU ?:II\!A_?S ol

- _ lentosampleld :
a?zgle : L1981-08 MH-1-COMP-3-19-2020
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane 3.15 13.5 ng 354224 1 8.05 526372 20.0
Butane, 2-methoxy... 3.23 8.0 ng 209752 1 8.05 526372 20.0
Benzene, chloro- 5.36 3.5 ng 92453 1 8.05 526372 20.0
2,4,7,9-Tetrameth... 13.58 6.0 ng 297104 3 14.67 983487 20.0
Diethyltoluamide 15.41 4.6 ng 226688 3 14.67 983487 20.0
2-Propanol, 1-chl... 17.18 20.4 ng 1128870 4 17.42 1104050 20.0
Bis(l-chloro-2-pr... 17.28 6.5 ng 356018 4 17.42 1104050 20.0
n-Hexadecanoic acid 18.32 13.1 ng 722198 4 17.42 1104050 20.0
Octadecanoic acid 19.59 5.0 ng 336555 5 21.69 1333300 20.0
2,2-Bis-(4-hyxrox... 19.84 3.2 ng 212319 5 21.69 1333300 20.0
1-Docosene 21.35 12.2 ng 812514 5 21.69 1333300 20.0
Hexacosane 21.91 4.3 ng 287985 5 21.69 1333300 20.0
Heptacosane 22.52 7.0 ng 467669 5 21.69 1333300 20.0
Octacosane 23.22 8.9 ng 591132 5 21.69 1333300 20.0
Heptadecane 24 .03 10.0 ng 679317 6 24.89 1356670 20.0
Tetratetracontane 24 .99 10.1 ng 687540 6 24.89 1356670 20.0
Heptadecane, 2,6,... 26.13 8.1 ng 548667 6 24.89 1356670 20.0
Tetracosane 27.48 5.0 ng 337513 6 24.89 1356670 20.0
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