LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG060619\
Data File : BG041086.D

Aca On : 6 Jun 2019 11:47

Operator : HP/JU

Sample = K3088-02

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-BG052919 .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 3.116 3 5 14 rVB 176230 335878 10.40% 2.035%
2 3.198 14 19 41 rVB 701978 1321740 40.93% 8.009%
3 5.648 428 436 451 rBV 423709 686926 21.27% 4.162%
4 7.252 702 709 719 rBV 325625 561410 17.39% 3.402%
5 7.634 766 774 786 rBV 646351 1170759 36.26% 7.094%
6 8.110 848 855 864 rBV 157462 280408 8.68% 1.699%
7 8.433 901 910 921 rBV 569445 973959 30.16% 5.902%
8 9.291 1046 1056 1070 rBV 481064 905508 28.04% 5.487%
9 10.931 1328 1335 1345 rVB 196048 355878 11.02% 2.156%
10 13.363 1741 1749 1758 rBVY 1277774 1942500 60.16% 11.771%
11 14.186 1884 1889 1894 rVB2 39934 61312 1.90% 0.372%

12 14.744 1975 1984 1991 rVvB2 303559 501620 15.53% 3.040%
13 16.224 2230 2236 2245 rBV 1074415 1622083 50.23% 9.829%
14 16.424 2265 2270 2276 rVB 26743 43125 1.34% 0.261%
15 17.482 2445 2450 2462 rVB 425541 651623 20.18% 3.949%

16 18.334 2591 2595 2602 rBV2 44247 67196 2.08% 0.407%
17 20.079 2884 2892 2899 rBV 2450845 3229046 100.00% 19.567%
18 21.359 3105 3110 3119 rBV2 61016 109837 3.40% 0.666%
19 21.765 3171 3179 3187 rBV 500314 856821 26.53% 5.192%
20 25.090 3733 3745 3756 rVB 283573 825174 25.55% 5.000%

Sum of corrected areas: 16502803
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO060619\
Data File : BG041086.D

Aca On : 6 Jun 2019 11:47

Operator : HP/JU

Sample . K3088-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG052919 .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: BG041086.D
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1500000

1000000

3.20
7,63 8.43
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7.25
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Time--> 3.50 4.00 450 5.00 550 600 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG041086.D

20,08

2000000

1500000
13.36

1000000

21.76
500000 17.48
14.74

14.19 16.42 18.33 21.36
e = T T L o L T e e L e I L 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: BG041086.D
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25.09
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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\HPCHEMI1\BNA G\DATA\BGO060619\
Data File : BG041086.D

Aca On : 6 Jun 2019 11:47

Operator : HP/JU

Sample = K3088-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 1

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

3.20 94 .27 ng 1321740 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.198 min): BG041086.D (-14) (-) m/z 73.00 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
Obrr oL 83 L 95 109 s 43.00 41.55%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 U NN U IR IS AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.05 28.21%
o 29 35 101 | 67 ||, 80
miz--> b % % 40 % e % 80 % 100 1o
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.05 26 .56%
15 M\ Woall | e
0"'w"'w'"w"'w"'w"'w"' U SO B B
m/z--> 10 20 40 50 60 70 8 90 100 110
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.00 12.88%
5000 43 87 /\\/\\\_
15 72
0 | gl 37 | 52 9
m/z--> 10 20 30 4'0 50 6|O 70 80 9'0 100 110 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\BGO060619\
Data File : BG041086.D

Aca On : 6 Jun 2019 11:47

Operator : HP/JU

Sample = K3088-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown7.63 Concentration Rank 2

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

7.63 83.50 ng 1170760 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 773 (7.628 min): BG041086.D (-766) (-) m/z 132.00 100.00%
132
5000
720 7.40 7.60 7.80 8.00
01 L m/z 68.00 50.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 ISR I UL L
69 7.20 7.40 7.60 7.80 8.00
ag 2 m/z 66.00 35.79%
89 103
0 2 L ——
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 134.00 30.24%
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180
Abundance #14503 lH Benzimidazole, 2-methy!- T B B
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 21.56%
5000
15 28 39 52 %3 77 00 104, |
I 00" AV S AL NN "SErvraasyransvaanp o sl I (= oAty snpes utes spy i

8270-BG052919.M Fri Jun 07 17:34:50 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060619\
Data File : BG041086.D

Aca On : 6 Jun 2019 11:47

Operator : HP/JU

Sample = K3088-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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.
18.33 2.06 ng 67196 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 25
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 2594 (18.328 min): BG041086.D (-2591) (-) m/z 43.00 100.00%
2 B
129
5000
18.00 18.20 18.40 18.60
0 m/z 73.00 98.56%
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 41.00 94 .91%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 55 T8
18.00 18.20 18.40 18.60
5000 29 m/z 55.05 88.81%
3
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid A o R
78 18.00 18.20 18.40 18.60
43 m/z 57.00 81.55%
5000
29
015 R S EEREEEEmmsms

I T T T
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\BGO060619\
Data File : BG041086.D

Aca On : 6 Jun 2019 11:47

Operator : HP/JU

Sample = K3088-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Heptadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.36 2.56 ng 109837 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
5 Cyclotetracosane 336 C24H48 000297-03-0 90
Abundance Scan 3110 (21.359 min): BG041086.D (-3105) (-) m/z 55.00 100.00%

55
97
5000

21,00 21.20 21.40 21.60
o’ m/z 57.05 90.77%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57
97

5000 LA L L L L L I
21.00 21.20 21.40 21.60
29 125 m/z 43.00 79.91%
Liddidt, 184 182 210 238 283 334
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecy! trifluoroacetate
57
97 L
21.00 21.20 21.40 21.60
5000 m/z 97.05 75.65%
125
29
0 FLddd ], l 154 182 224252 297 348
—
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57 21.00 21.20 21.40 21.60
97 m/z 69.00 68.82%
5000
125
29 169
oL d Al l || 106224 252 297 448
T T T L e S A
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO060619\
Data File : BG041086.D

Acq On : 6 Jun 2019 11:47

Operator : HP/JU

Sample - K3088-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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... 3.20 94.3 ng 1321740 1 8.12 280408 20.0
unknown7 .63 7.63 83.5 ng 1170760 1 8.12 280408 20.0
n-Hexadecanoic acid 18.33 2.1 ng 67196 4 17.48 651623 20.0
Heptadecyl triflu... 21.36 2.6 ng 109837 5 21.76 856821 20.0
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