LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042794.D

Aca On : 12 Sep 2019 22:46

Operator : HP/JU

Sample : K4852-07

Misc :

ALS Vial : 13 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-BG091219.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

3.219 15 22 30 rBv2 190933 384923 10.20% 1.623%
3.296 30 35 55 rvB 363455 624033 16.53% 2.631%
rBv2 26467 42160 1.12% 0.178%
5.681 434 441 450 rBvV 937652 1534421 40.66% 6.470%
7.268 702 711 720 rBV 1024629 1827022 48.41% 7.704%
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7.649 769 776 785 rBV 956091 1620063 42.93% 6.831%
8.119 846 856 864 rBV 285911 496396 13.15% 2.093%
rBv 657947 1168698 30.97% 4.928%
9.277 1043 1053 1061 rBV 560923 1006643 26.67% 4.245%
10.928 1325 1334 1343 rBV 381162 674546 17.87% 2.844%
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11 13.366 1740 1749 1757 rBV 1421057 2234223 59.20% 9.421%
12 14.183 1882 1888 1894 rBV 186637 272526 7.22% 1.149%
13 14.735 1974 1982 1991 rBV2 586420 963280 25.52% 4.062%
14 16.216 2227 2234 2246 rBV 1248262 1902501 50.41% 8.022%
15 17.479 2442 2449 2459 rVB 805738 1252875 33.20% 5.283%

16 18.366 2594 2600 2608 rBV2 95664 143632 3.81% 0.606%
17 20.088 2886 2893 2899 rVB 2769606 3774024 100.00% 15.914%
18 21.410 3113 3118 3130 rBv2 187034 310112 8.22% 1.308%
19 21.756 3170 3177 3187 rVB2 859801 1450630 38.44% 6.117%
20 21.986 3212 3216 3220 rVB4 36803 55163 1.46% 0.233%

21 22.614 3316 3323 3332 rBv4 60319 130487 3.46% 0.550%
22 23.331 3439 3445 3451 rBV2 60125 115291 3.05% 0.486%
23 24.165 3581 3587 3593 rBV2 55474 120983 3.21% 0.510%
24 25.023 3723 3733 3746 rVB 490430 1400530 37.11% 5.906%
25 25.152 3749 3755 3763 rVB4 45432 112674 2.99% 0.475%

26 26.333 3948 3956 3964 rBvV4 33597 97313 2.58% 0.410%

Sum of corrected areas: 23715149
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042794.D

Aca On : 12 Sep 2019 22:46

Operator : HP/JU

Sample : K4852-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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: BG042794.D

2500000
2000000

1500000

7.27
1000000 5.68 7.65

8.45 928

500000 3.30 10.93
342 8.12

5.22

Time--> 350 400 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 1100 1150 1200 1250
Abundance TIC: BG042794.D

20.09
2500000

2000000

1500000{ 13.37
16.22

1000000
17.48 2176

14.74
500000

14.18 21.41
18.37 21.99 22.61
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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: BG042794.D

2500000

2000000

1500000

1000000

25.02
500000
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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\BG091219\
Data File : BG042794.D

Aca On : 12 Sep 2019 22:46

Operator : HP/JU

Sample : K4852-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 3

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

3.30 25.14 ng 624033 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 36 (3.302 min): BG042794.D (-30) (-) m/z 73.05 100.00%

320 340 360
0 - .|.1?°. 125 152 1o 0 8 m/z 43.10 45.00%

T
m/z--> 50 100 150 200 250 300 350
Abundance #4492: Butane, 2-methoxy-2-methyl-
78

5000 T T T T 1)
43 320 340 360

m/z 55.10 30.21%

0 2% ] L] |101

- I T T T I T T T I T T T I T T T I T T T I T T T I T T T
m/z--> 50 100 150 200 250 300 350
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

3 20 3. 40 3.60

73
5000 43
i d,‘.

5000 41 m/z 87.10 27.56%
0 1 ] \97 129
—— et T
m/z--> 50 100 150 200 250 300 350
Abundance #4436: Pentane, 3-methoxy- T~ T
73 320 340 3.60

m/z 45.10 11.87%

5000
45
-
0 r ”I \I\‘ | 101

|
m/z--> 50 100 150 200 250 300 350 3 20 3. 40 3 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042794.D

Aca On : 12 Sep 2019 22:46

Operator : HP/JU

Sample : K4852-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 unknown7.65 Concentration Rank 1

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

7.65 65.27 ng 1620060 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 776 (7.649 min): BG042794.D (-769) (-) m/z 131.95 100.00%
132
5000 68
96 U L L IR
40 54 7.40 7.60 7.80 8.00
ol 8 o 23 262 m/z 68.05 50.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
69
104
5000 R L L IR

7.40 7.60 7.80 8.00
m/z 66.10 34.58%

31
c...,..'.."-,!.'!. '|,,, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
T
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.75%
63
o B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14144: 5-Fluoro-2-chloropyrimidine B L
132 7.40 7.60 7.80 8.00
m/z 69.10 20.57%
5000
33 7 105
s P ||
o L e S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042794.D

Aca On : 12 Sep 2019 22:46

Operator : HP/JU

Sample : K4852-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.29 ng 143632 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2601 (18.372 min): BG042794.D (-2594) (-) m/z 73.00 100.00%
7B
5000
18.00 18.20 18.40 18.60
0 m/z 60.10 78.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129
83 18.00 18.20 18.40 18.60
. 213 m/z 43.10 67.48%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
3 | 7B
7 18.00 18.20 18.40 18.60
5000 129 m/z 57.10 58.25%
29
143157 214
o2 LIl LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid o
43 57 78 18.00 18.20 18.40 18.60
m/z 41.10 57.09%
5000 129
143157171
0 ARk e bt AL A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091219\
Data File : BG042794.D

Aca On : 12 Sep 2019 22:46

Operator : HP/JU

Sample : K4852-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG091219_.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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.41 4.28 ng 310112 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 3118 (21.410 min): BG042794.D (-3113) (-) m/z 55.10 100.00%
55 g3
o e ML
UL BN SUNI B
139 281 21.00 21.20 21.40 21.60 21.80
- | AP, 18204 238 2L 3% 387 5710 99. 60%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
a7
83
5000 RN IS SUNIRA
29 11 21.00 21.20 21.40 21.60 21.80
m/z 43.05 98.15%
o | [ 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
56
83 21,00 21.20 21.40 21.60 21.80
5000 m/z 83.10 83.77%
29 111
o Lodidd L | 139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43 21.00 21.20 21.40 21.60 21.80
83 m/z 69.10 80.29%
5000
111
0 h FS J‘ il ‘m Jklﬁg‘ 182 210
A LINN N O B N B NN B N N BN BN N B NN B R B B BN BN B B B R N E B B E B R R —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091219\
Data File : BG042794.D

Acq On : 12 Sep 2019 22:46

Operator : HP/JU

Sample - K4852-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG091219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.30 25.1 ng 624033 1 8.12 496396 20.0
unknown? .65 7.65 65.3 ng 1620060 1 8.12 496396 20.0
n-Hexadecanoic acid 18.37 2.3 ng 143632 4 17.48 1252880 20.0
3-Eicosene, (E)- 21.41 4.3 ng 310112 5 21.76 1450630 20.0
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