LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

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-BG123019.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 3.129 3 7 18 rVB 432818 727490 14.40% 2.160%
2 5.056 328 335 349 rVB 321752 535820 10.60% 1.591%
3 5.527 407 415 430 rBV 1475342 2439463 48.27% 7.242%
4 7.113 675 685 703 rBY 1533399 2772625 54.86% 8.231%
5 7.483 739 748 761 rBVY 1501642 2689802 53.23% 7.985%
6 7.947 818 827 836 rBV 371635 658706 13.03% 1.956%
7 8.270 874 882 891 rBVY 1168210 2058776 40.74% 6.112%
8 9.099 1015 1023 1034 rBV 877248 1601145 31.68% 4_.753%
9 10.750 1292 1304 1316 rBV 482293 903408 17.88% 2.682%
10 13.200 1713 1721 1735 rBV 2156400 3541520 70.08% 10.514%

11 14.028 1856 1862 1874 rBV 182220 283798 5.62% 0.843%
12 14.575 1947 1955 1970 rVB 754643 1234662 24.43% 3.665%
13 16.061 2200 2208 2224 rBV 1800900 2799379 55.39% 8.311%
14 17.319 2415 2422 2432 rBV 958841 1454884 28.79% 4_.319%
15 17.712 2483 2489 2501 rBV 29582 56786 1.12% 0.169%

16 19.933 2861 2867 2880 rBV 3711176 5053636 100.00% 15.003%
17 21.232 3083 3088 3102 rBV 328848 568724 11.25% 1.688%
18 21.567 3138 3145 3156 rBV 971789 1580009 31.26% 4.691%
19 22.377 3279 3283 3289 rVB3 49430 84124 1.66% 0.250%
20 23.047 3392 3397 3406 rBV2 58057 107044 2.12% 0.318%

21 23.229 3422 3428 3437 rVB 166401 312819 6.19% 0.929%
22 23.834 3525 3531 3537 rVB 66365 126097 2.50% 0.374%
23 24.681 3665 3675 3684 rBV3 555031 1611134 31.88% 4._.783%
24 24.751 3685 3687 3695 rVB2 75134 130201 2.58% 0.387%
25 25.844 3868 3873 3885 rVB4 61678 161572 3.20% 0.480%

26 25.967 3887 3894 3904 rVB4 20928 69688 1.38% 0.207%
27 27.160 4092 4097 4109 rVB4 43037 121156 2.40% 0.360%

Sum of corrected areas: 33684468
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044030.D
3500000

3000000
2500000

2000000

7.11
1500000 5.53 7.48

8.27
1000000 9.10

500000]: 13 5.06 765 10.75

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG044030.D

3500000

19,93

3000000

2500000
13.20
2000000 16.06

1500000

1000000 17.32 21.57
14.57

500000 21.23

14.03
17.71 22.38

o e e e e A T T e R T P T R R R T T e

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: BG044030.D

3500000

3000000
2500000
2000000
1500000

1000000
24.68

500000
23@ % 2383 75 25847 27.16

O T e T T T T T T T T T T T T e T T e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 3

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

3.13 22.09 ng 727490 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 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

Abundance Scan 7 (3.129 min): BG044030.D (-3) (-) m/z 73.10 100.00%
7B
5000 ($
43
55 87
3.20 3.30 3.40 3.50
Obrrrrrrrrprrrr s e S b b 2O et || M7z 43.10  35.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USRS SR AR R
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 24.38%
fg A, 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50
5000 a1 55 m/z 55.10 24 _.16%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-  E  ERRERaE SR
30 3.20 3.30 3.40 3.50
m/z 41.10 11.21%
5000 43 87 ‘/\\\A\__
15 72
0'”PJ“P'Mh'”H'”?%ﬁa'”J'”I“”I””I“”I””I””I”” USRI SR AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 16.27 ng 535820 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 50
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 336 (5.062 min): BG044030.D (-328) (-) m/z 43.10 100.00%

43
59
5000
101

480 500 520 540

51 73 83
0...,....,....,....','!...,..'!'.ll....,....,.'...,...:,....,....,....,....,...., m/z 59.10 59.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LINLINL L L L L L L L LB L LB B
59 4.80 5.00 5.20 5.40
m/z 101.10 23.38%
15 31 | 101
0 | | ol 91, 83 .|
i e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43
R RRAm pe )
480 5.00 5.20 5.40
5000 m/z 58.05 15.40%
101
58
18 \H Ly \‘\ 3 871 117 130
o) SN IS NSNS SNV SN PRI S L BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester PP T PP T ....
59 480 500 520 540

m/z 41.05 7.88%

5000 41
68
1| 50 | 126 142
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.48 Concentration Rank 1

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

7.48 81.67 ng 2689800 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 747 (7.477 min): BG044030.D (-739) (-) m/z 132.00 100.00%
32
5000 68
© s || 5 P g TR T 7ho 7h
T | R m/z 68.10 41.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.20 7.40 7.60 7.80
3 78 m/z 134.00 34.02%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132

7.20 7.40 7.60 7.80

5000 m/z 66.10 26.78%
104
51 .o 66 77
oL 14 27 37445 58 | L. 89 97 | 115
R aaa m T e R R L L e AR RARAS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal EEmmam R L
132 7.20 7.40 7.60 7.80
m/z 69.10 16.59%
5000 6
41 97
53 117
PR .0 =1 0 L GO L A
m/z--> 10 20 30 40 50 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\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2123 7.20ng 568724  Chrysene-di2 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99

326 C22H460
312 C21H440
338 C18H33F302
396 C27H560

000661-19-8 95
015594-90-8 95
006222-03-3 94
002004-39-9 94

2 Behenic alcohol

3 1-Heneicosanol

4 Trifluoroacetoxy hexadecane
5 1-Heptacosanol

Abundance Scan 3088 (21.232 min): BG044030.D (-3083) (-) m/z 55.10 100.00%
55
5000 111 J\
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
139 21.00 21.20 21.40 21.60
168 280
o LA e 196 224 252 20 39 S84 "n/z 57.10 97.56%
m'z--> 50 100 150 200 250 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LA L L L L L
21,00 21.20 21.40 21.60
29 111 m/z 43.05 95.89%
o , l 1139 167 196 223 252 280
- T I T T T I T T T T T T T T T T T T I T T T T I
mz--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol
R
R
21.00 21.20 21.40 21.60
5000 11 m/z 83.10 95.34%
29 139
ol l‘ e 167 196 224 252 280 308
e e T e e
mz--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol R R RN e
55 83 21.00 21.20 21.40 21.60
m/z 97.10 88.85%
5000 111
29
o Iy [ 167 106 238 266 204
- T I T T T T T T T T T T T I T T T T I T T T T I
mz--> 50 100 150 200 250 300 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.23 3.88 ng 312819 Perylene-d12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 72
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 59
Abundance Scan 3428 (23.229 min): BG044030.D (-3422) (-) m/z 69.10 100.00%
69
5000
41 o5
121 23.00 23.20 23.40 23.60
149
ol .[,-'. doa b d7y” 175 203 281 250281 342367 430 | ns7 81.10  46.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 IR IR B BN R
2300 23.20 23.40 23.60
41 o m/z 41.10 22.68%
o L s ﬂ 116 j 163 191 217 245 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
2300 23.20 23.40 23.60
s000] 4 m/z 95.10 12.12%
9% 137
oLt hgi g g 1 161 101217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ... A B R e o e
69 23.00 23.20 23.40 23.60
43 m/z 68.10 11.45%
5000
‘ 95
0..‘.‘|“' .H‘im\' 4‘178|2|0‘|1||||2|62||| e
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044030.D

Aca On : 14 Jan 2020 2:53

Operator :© JU

Sample : L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5,5-Diethylheptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.84 2.01 ng 161572 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Diethvlheptadecane 296 C21H44 1000360-41-7 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Tetratetracontane 619 C44H90 007098-22-8 68
5 Decane, l-iodo- 268 C10H21l1 002050-77-3 62
Abundance Scan 3872 (25.838 min): BG044030.D (-3868) (-) m/z 57.10 100.00%
57
85
5000
113 R A SRR SRR R
141,54 183 207 252 327 357 25.60 25.80 26.00 26.20
ol 3 d bl g, 7189, 385 7 225 292 285 509327 3 m/z 71.10 69.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141436: 5,5-Diethylheptadecane
57
85
5000 L BRI BRI SURBULI I
127 25.60 25.80 26.00 26.20
067 m/z 85.10 63.02%
o dlop (155 183203 29 | 202
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
85 ' 25.60 25.80 26.00 26.20
5000 m/z 43.10 53.08%
29 141
e | e
0"t'MI' =t LR s e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane RS mEEE L
57 25.60 25.80 26.00 26.20
m/z 69.10 29.08%
- 1 wMPWWAMWWWMme&JﬁtVWVMM»NqW
113
. 290 | | 169189 211 239 267 295 323 352
m/z--> 50 100 150 200 250 300 350 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
Data File : BG044030.D

Acq On : 14 Jan 2020 2:53

Operator : JU

Sample - L1103-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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 22.1 ng 727490 1 7.95 658706 20.0
2-Pentanone, 4-hy... 5.06 16.3 ng 535820 1 7.95 658706 20.0
unknown? .48 7.48 81.7 ng 2689800 1 7.95 658706 20.0
5-Eicosene, (E)- 21.23 7.2 ng 568724 5 21.57 1580010 20.0
Supraene 23.23 3.9 ng 312819 6 24.68 1611130 20.0
5,5-Diethylheptad... 25.84 2.0 ng 161572 6 24.68 1611130 20.0
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