LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\
Data File : BG043023.D
Aca On : 4 Oct 2019 3:44 Instrument :
Operator : JU gll\!A_ctsS o

- _ lentosampleld :
3?22Ie - (5181-03 SOUTH-AVENUE-3-ABCD
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-BG092519 .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 3.175 9 15 24 rBvV2 81169 212511 3.59% 0.672%
2 3.257 24 29 38 rvB 116174 205697 3.47% 0.651%
3 5.654 429 437 455 rBV 1449288 2359300 39.83% 7.464%
4 7.241 696 707 721 rBVY 1514286 2794615 47.18% 8.841%
5 7.605 760 769 780 rBVY 1484385 2631616 44.43% 8.325%

8.069 841 848 855 rBvV 253996 442279 7.47% 1.399%
8.392 894 903 912 rBV 1145081 2010796 33.95% 6.361%
9.227 1037 1045 1055 rBvV 896602 1678928 28.35% 5.311%
10.872 1317 1325 1336 rBVY 313277 569489 9.62% 1.802%
13.310 1733 1740 1759 rBV 2358400 3857351 65.13% 12.203%

=
QO ~NO®

11 14.133 1873 1880 1890 rBV 230733 357738 6.04% 1.132%
12 14.685 1966 1974 1987 rVB 549871 856592 14.46% 2.710%
13 16.171 2219 2227 2244 rBV 2277307 3446123 58.18% 10.902%
14 17.429 2434 2441 2448 rBV2 694969 1061835 17.93% 3.359%
15 17.546 2454 2461 2467 rVB4 36963 59954 1.01% 0.190%

16 18.316 2586 2592 2601 rBV 150773 223840 3.78% 0.708%
17 20.038 2878 2885 2895 rBV 4485533 5922736 100.00% 18.736%
18 21.354 3104 3109 3123 rBV5 83078 308020 5.20% 0.974%
19 21.694 3161 3167 3178 rVB 732365 1224579 20.68% 3.874%
20 24.003 3555 3560 3566 rVB3 35053 61010 1.03% 0.193%

21 24.920 3705 3716 3730 rBV2 436136 1325758 22.38% 4.194%

Sum of corrected areas: 31610767
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\

Data File : BG043023.D

Aca On : 4 Oct 2019 3:44

Operator : JU

ﬁ?ggle - K5181-03 SOUTH-AVENUE-3-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519 .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: BG043023.D

4000000
3000000

2000000
5.65 7.24 7.61

8.39
1000000 9.23

10.87
33,26 8.07 h

] L TR

Time--> 3.50 4.00 450 5.00 550 600 6.50 7.00 7.50 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043023.D

20.04
4000000

3000000

13.31 16.17
2000000

1000000
21.69
14.68 17.43

. 14.13 755 18.32 21.35

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: BG043023.D

4000000

3000000

2000000

1000000
24.92
24.00

O T T e e e e e 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\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043023.D

Aca On : 4 Oct 2019 3:44

Operator : JU

a?ggle : K5181-03 SOUTH-AVENUE-3-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.17 9.61 ng 212511 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 93
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 59
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 43
5 Cyclobutanone, 2-methyl- 84 C5H80 001517-15-3 38

Abundance Scan 14 (3.169 min): BG043023.D (-9) (-) m/z 56.05 100.00%
96
84
5000
3.20 3.30 3.40 3.50 3.60
0 ...d‘;ﬂ....,...?“,7....,.2.2?.,....,....,?‘?9..,4.12] m/z 84.05 71.23%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #1455: Cyclohexane
6 84
5000 HRN AN A LR AR
3.20 3.30 3.40 3.50 3.60
- m/z 41.05 47 .36%
0"h'h'ﬁ'hl""l""l""I""I""I""I"
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #1487: 1-Pentene, 2-methyl-
56
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 38.58%
27 84
0 #'“"I""I""I UL UL DAL SURLEL L B
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #1491: Cyclopentane, methyl- A AR RERRE LR L
56 3.20 3.30 3.40 3.50 3.60
m/z 69.05 27.77%
5000
27} 84
0 'Jttf""l""l""l UL UL DAL SURLEL L B
m/iz--> 0 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\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043023.D

Aca On : 4 Oct 2019 3:44

Operator : JU

a?ggle : K5181-03 SOUTH-AVENUE-3-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 4

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

3.26 9.30 ng 205697 1,4-Dichlorobenzene-d4 8.07
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 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 29 (3.257 min): BG043023.D (-24) (-) m/z 73.10 100.00%
7B

-

5000 43
| 165 442 3.20 3.303.403.50 3.60 3.70
0 N . 0.2 m/z 43.10  39.44%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
43 3.20 3.303.403.50 3.60 3.70
l m/z 55.10 26.22%
oL
e e e e
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
8B
3.20 3.303.40 3.50 3.60 3.70
5000 41 m/z 87.10 25.25%
oh 4 —— ?T. ?%9., T T
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #734: N-Ethylformamide
30 3.20 3.303.40 3.50 3.60 3.70
3 m/z 71.10 10.74%
5000
ol J.A,....,....,....,....,....,....,....,....,
miz—-> 0 50 100 150 200 250 300 350 400 3.20 3.303.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043023.D

Aca On : 4 Oct 2019 3:44

Operator : JU

a?ggle : K5181-03 SOUTH-AVENUE-3-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 unknown7.61 Concentration Rank 1

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

7.61 119.00 ng 2631620 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 770 (7.611 min): BG043023.D (-760) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 % 103 720 7.40 7.60 7.80 8.00
o..,....,....,...:,".'.‘.‘?" Ol BT 215 228 L m/z 68.10 42.76%
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 NARARRARRS RARAS LA
7.20 7.40 7.60 7.80 8.00
31 78 m/z 134.00 33.86%
38
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 #14146: 4-Chloro-6-fluoro-pyrimidine

132

7.20 7.40 7.60 7.80 8.00

5000 97 m/z 66.10 31.29%
70
31
4451 €0 | 77 g5 | 105 116
e e | K
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.26%
5000
63
PN NN A OO OO e od0O £ NN N WY A W
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043023.D

Aca On : 4 Oct 2019 3:44

Operator : JU

a?ggle : K5181-03 SOUTH-AVENUE-3-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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.
18.32 4.22 ng 223840 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2593 (18.322 min): BG043023.D (-2586) (-) m/z 73.05 100.00%
43 8
57
5000 129
213
14327171185, 99 256 - 18.00 18.20 18.40 18.60
0! m/z 43.10 85.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 78
5
5000 29 256
18.00 18.20 18.40 18.60
21 m/z 60.10 83.02%
; | 143157171185, oo
m/z--> "56"20"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78
43 NN ISR SRR
18.00 18.20 18.40 18.60
5000 m/z 57.10 76.40%
29
0 ”1?',\,\, A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78 18.00 18.20 18.40 18.60
57 m/z 55.10 74 .50%
5000 129
29
199
‘ ‘ 193157171185 242
0 ..1.5,.‘a..‘i :‘..
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\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043023.D

Aca On : 4 Oct 2019 3:44

Operator : JU

a?ggle : K5181-03 SOUTH-AVENUE-3-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 5.03 ng 308020 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 98
2 Cetene 224 C16H32 000629-73-2 96
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
Abundance Scan 3108 (21.348 min): BG043023.D (-3104) (-) m/z 57.10 100.00%
57
83
5000
rll E
140 7 281 21.00 21.20 21.40 21.60
68 357 478
Ol ,....,“1- b 2 S s A8 Tm/z 55.10 87.51%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #104184: 1-Octadecene
57
83
5000 AR A DAL AR
29 mmmmmmmm
m/z 43.10 78.64%
ob | 139 168 196 224 252
m/z--> 6 éo 100 150 200 250 300 350 400 450
Abundance #81243: Cetene
4
83 21.00 21.20 21.40 21.60
5000 m/z 83.10 77.22%
111
0 15\\ | l;1§91681962?4
m/z--> 6 éo 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #175127: Trifluoroacetoxy hexadecane
57 21.00 21.20 21.40 21.60
97 m/z 69.05 68.01%
5000
29 125
0 ‘ 154 196224 269 320
mz-> 0 50 '160' . O D P e n 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG100319\

Data File : BG043023.D

Acq On : 4 Oct 2019 3:44

Operator : JU

a?ggle - K5181-03 SOUTH-AVENUE-3-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.17 9.6 ng 212511 1 8.07 442279 20.0
Butane, 2-methoxy... 3.26 9.3 ng 205697 1 8.07 442279 20.0
unknown7 .61 7.61 119.0 ng 2631620 1 8.07 442279 20.0
n-Hexadecanoic acid 18.32 4.2 ng 223840 4 17.43 1061840 20.0
1-Octadecene 21.35 5.0 ng 308020 5 21.69 1224580 20.0
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