LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 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-BG081919.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 3.130 3 7 23 rvVB 662001 1065984 37.79% 6.040%
2 5.562 415 421 440 rBV 534537 899270 31.88% 5.096%
3 7.172 686 695 708 rBV 536273 985954 34.95% 5.587%
4 7.542 750 758 769 rBV 583406 1023452 36.28% 5.799%
5 8.006 829 837 847 rBV 197092 333575 11.83% 1.890%
6 8.335 885 893 900 rBV 504895 883790 31.33% 5.008%
7 8.794 964 971 988 rBV 28167 66090 2.34% 0.375%
8 9.175 1028 1036 1046 rBV 308343 588463 20.86% 3.335%
9 10.832 1308 1318 1335 rBV 227053 445109 15.78% 2.522%
10 13.282 1728 1735 1750 rBVY 1053612 1732026 61.40% 9.815%

11 14.111 1867 1876 1887 rBV 95910 178030 6.31% 1.009%
12 14.663 1963 1970 1985 rVB 385050 652223 23.12% 3.696%
13 16.155 2217 2224 2237 rBV 724938 1184569 41.99% 6.712%

14 16.379 2258 2262 2264 rBV 20389 30212 1.07% 0.171%
15 16.402 2264 2266 2277 rVB4 27575 41595 1.47% 0.236%
16 16.819 2333 2337 2345 rBv4 14587 28375 1.01% 0.161%
17 17.419 2432 2439 2445 rBV2 493358 778830 27.61% 4.413%
18 17.536 2454 2459 2465 rVB3 33777 51388 1.82% 0.291%
19 18.312 2587 2591 2596 rBv4 16210 29355 1.04% 0.166%
20 19.034 2708 2714 2723 rVB 348192 469461 16.64% 2.660%
21 19.475 2782 2789 2794 rBV 23868 45344 1.61% 0.257%
22 19.522 2794 2797 2802 rVB 28507 39124 1.39% 0.222%
23 19.834 2847 2850 2858 rVB 39712 59232 2.10% 0.336%
24 20.027 2877 2883 2893 rBV 2106980 2820774 100.00% 15.984%
25 20.333 2932 2935 2940 rVB2 23925 29790 1.06% 0.169%
26 20.832 3016 3020 3024 rBV 35340 42686 1.51% 0.242%
27 21.338 3103 3106 3109 rBvV 38810 48967 1.74% 0.277%
28 21.579 3144 3147 3153 rVB2 26535 35659 1.26% 0.202%
29 21.696 3160 3167 3180 rVB 603592 1088502 38.59% 6.168%
30 21.890 3196 3200 3209 rVB 61751 96145 3.41% 0.545%

31 22.507 3300 3305 3317 rVB 80717 145681 5.16% 0.826%
32 23.206 3418 3424 3437 rVB2 90560 182915 6.48% 1.036%
33 24.023 3557 3563 3572 rVB2 79096 174494 6.19% 0.989%
34 24.939 3709 3719 3736 rVB2 393848 1269803 45.02% 7.195%

8270-BG081919.M Thu Aug 22 11:12:15 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 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\HPCHEM1\BNA G\METHODS\8270-BG081919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 26.126 3919 3921 3932 rVB4 45549 100542 3.56% 0.570%

Sum of corrected areas: 17647409
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042383.D
2000000

1500000

1000000

.13

7.54

556 7.17

500000 8.34
9.18

8.01 10.83

8.79

0-|||||||||||||||||||||||||||||||||||||| T LA L L L L L L L L L

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 800 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG042383.D

2000000

20,03

1500000

13.28
1000000

16.16 21.70

17.42

500000 14.66 19.03

14.11 20.33 20.83 21.34.

'l_|_|’
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: BG042383.D

2000000

1.80 2251
1628 16.82 7.54 18.31 194519% A

O S——

1500000
1000000

500000 24.94

23.21 24.02
A 2(2.\13

= 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\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 1

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

3.13 63.91 ng 1065980 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 7 (3.130 min): BG042383.D (-3) (-) m/z 73.10 100.00%
<}
5000
43 55 87
37 o5 81 3.20 3.30 3.40 3.50
Ol e S L 8L e M7z 43.10  33.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 ISR RRAREE SN RN IR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 28.10%
o ?9 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 27 .31%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 71.10 11.10%
5000
45
29
ol 39| 5 67 | 101 ]\
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 320 3.30 3.40 350

8270-BG081919.M Thu Aug 22 11:12:16 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown7.54 Concentration Rank 2

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

7.54 61.36 ng 1023450 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 758 (7.542 min): BG042383.D (-750) (-) m/z 132.00 100.00%
132
5000
68
0 | % 720 740 7.60 7.80
4 54 75 103
Ot P O2 8 L el Tm/z 134.00  33.39%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AR L LU IR
7.20 7.40 7.60 7.80
31 78 m/z 68.10 31.95%
38 44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132
97 720 740 7.60 7.80
5000 o m/z 66.10 20.75%
52
B A O - O T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine
132 7.20 7.40 7.60 7.80

m/z 69.10 13.71%

5000 104
39 66 /8
”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.,.” -

m/z--> 30 40 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.03 12.06 ng 469461 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 98
2 2.3.4-Trifluorobenzoic acid. hex... 256 C13H11F302 1000292-55-4 58
3 Pvrazol-4-amine. 1-(3.4-dichloro... 241 C10H9CI2N3 1000273-77-4 53
4 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 35
5 Sebacic acid, butyl 4-heptyl ester 356 C21H4004 1000355-38-4 35
Abundance Scan 2713 (19.029 min): BG042383.D (-2708) (-) m/z 159.10 100.00%
1%9 241
5000 185
e e e S 0 00 130 1040
77 91 199 . . . .
0,....,”...'.??.‘.','.'..,‘.‘..|.|| ||J| ||||.n|.| sl '....',...|'.|.... ....',....2|8.1. m/z 241.10 96 _09%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241
159
5000 LN SN RN RN R
256 18.80 19.00 19.20 19.40
oras 185 o3 m/z 185.10 42.61%
43
o 2 e S S el e b 0 2 L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106946: 2,3,4-Trifluorobenzoic acid, hex-4-yn-3-yl ester
159
*18:80 19.00 10.20 19.40
5000 m/z 256.20 22.36%
I 131 241
ol 3953 | 97115 7] | 176 197210 228 \ 256
mz> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94614: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)- L B R
159 18.80 19.00 19.20 19.40
m/z 242.10 19.57%
241
5000
a1 55 g 89 125 213
103 143 [ 173186200 || 227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Octadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.51 2.68 ng 145681 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Eicosane 282 C20H42 000112-95-8 92
3 Docosane 310 C22H46 000629-97-0 86
4 Tetracosane 338 C24H50 000646-31-1 72
5 Nonadecane 268 C19H40 000629-92-5 70
Abundance Scan 3306 (22.513 min): BG042383.D (-3300) (-) m/z 57.10 100.00%
g7
5000 i \”i«
155 183 210 242 22.20 22.40 22.60 22.80
0,...]‘,. l|”r331 T 205 2% 36 sz 71,10 65.96%
m/z--> 0 50 100 150 200 250 300 350
Abundance #117649: Octadecane, 2-methyl-
57
5000 85 USRI
22120 22.40 22.60 22.80
29 295 m/z 85.10 48.40%
L2 TLLLL e e gr T 20
m/z--> N "100" 150 200 250 300 350
Abundance #129492: Eicosane
57
22.20 22.40 22.60 22.80
5000 m/z 43.10 46.79%
85
29
o [ 1] ) 48 141 160 197 225 253 282
m/z--> 0 50 100 150 200 250 300 350
Abundance #153222: Docosane R REma R
57 22.20 22.40 22.60 22.80
m/z 55.10 24 _.54%
h T wUMWhMWJAvaJ\NFWVMAVWVAAMM
. 20 1 | | M8 141 169 197 225 253 281 310
m/z--> 0 50 100 150 ﬁ 250 300 350 22120 22,40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.21 3.36 ng 182915 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 3425 (23.212 min): BG042383.D (-3418) (-) m/z 57.10 100.00%

57
5000 85

22.80 23.00 23.20 23.40 23.60
4 | 155 183 207225 251 281
o....,....-ll LBy e 2l 29l 309 sM m/z 71.10 67.28%

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane

-

5000 85 R R REEEEEEEEE m
22. 80 23. 00 23. 20 23. 40 23. 60

m/z 43.10 60.99%

113
oL 2| | L d e 104211 239 267 295 323 352
a1 e e
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
A e
85 22.80 23.00 23.20 23.40 23.60
5000 m/z 85.10 49.99%
29 113
oL DLyt ™0 169 107 o5 o5 oo
— e
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane AL ot o £ S SRR
57 22.80 23.00 23.20 23.40 23.60
m/z 55.05 22.86%
- T J*vaﬂdhhﬁﬂvﬂﬂ/\NMWMMkMWMMVNNJ
29
oL Tl |13 141 169 197 225 253 281 310
— e R
m/z--> 50 100 150 200 250 300 350 22. 80 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082119\
Data File : BG042383.D

Aca On : 21 Aug 2019 14:50

Operator : HP/JU

Sample : K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Decane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .02 2.75 ng 174494 Perylene-d12 24 .94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 91
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 91
3 Pentacosane 352 C25H52 000629-99-2 87
4 Docosane 310 C22H46 000629-97-0 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3563 (24.023 min): BG042383.D (-3557) (-) m/z 57.10 100.00%

g7

H-

5000 85
L e o S
o...,.~..“.1,.'l.'.i‘3 220 AL 3B % m/z 71.10 61.83%
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57
85
5000 LI B L L L L B B}

23.80 24.00 24.20 24.40
‘ m/z 43.10 52.09%

113 141
bbb g 1 | A0
m/z--> 50 100 150 200 250 300 350
Abundance #105889: Heptadecane, 2-methyl-
57
R ARAREREEEREE
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 48 .48%
113 211
141
L3N T B Nt U
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane B B AT L
57 23.80 24.00 24.20 24.40
m/z 41.10 18.43%
- I WWRMJ\/\W
113
L2200y L\ (ML 269 194211 239 267 205 323 352
m/z--> 50 100 150 200 250 300 350 23. 80 24. OO 24 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082119\
Data File : BG042383.D

Acq On : 21 Aug 2019 14:50

Operator : HP/JU

Sample . K4418-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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... 3.13 63.9 ng 1065980 1 8.01 333575 20.0
unknown? .54 7.54 61.4 ng 1023450 1 8.01 333575 20.0
4b,8-Dimethyl-2-i... 19.03 12.1 ng 469461 4 17.42 778830 20.0
Octadecane, 2-met... 22.51 2.7 ng 145681 5 21.70 1088500 20.0
Pentacosane 23.21 3.4 ng 182915 5 21.70 1088500 20.0
Decane, 3,8-dimet... 24.02 2.8 ng 174494 6 24.94 1269800 20.0
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