LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO061719\
Data File : BG041276.D

Aca On 17 Jun 2019 17:09

Operator : HP/JU

Sample - K3156-03RE

Misc :

ALS Vial : 2 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-BG061719.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 3.158 8 12 19 rVB 53753 78094 2.75% 0.376%
2 5.156 347 352 359 rBV 27391 46372 1.64% 0.223%
3 5.620 424 431 444 rBV 839695 1345815 47.47% 6.481%
4 7.235 698 706 716 rBV 945301 1581217 55.77% 7.615%
5 7.612 762 770 778 rBV 882820 1502516 52.99% 7.236%
6 8.082 843 850 863 rVB 269917 479552 16.91% 2.309%
7 8.405 897 905 915 rBV 672437 1143869 40.34% 5.509%
8 9.262 1043 1051 1066 rBVY 566843 1024564 36.14% 4.934%
9 10.902 1323 1330 1346 rBV 335592 628383 22.16% 3.026%
10 13.340 1736 1745 1754 rBV 1379362 2113262 74.53% 10.177%

11 14.163 1876 1885 1893 rBV 205206 320456 11.30% 1.543%
12 14.715 1971 1979 1987 rBV2 546247 885633 31.24% 4._.265%
13 16.201 2226 2232 2246 rBV 1097283 1724835 60.83% 8.307%
14 16.384 2257 2263 2269 rBV5 12865 29834 1.05% 0.144%
15 17.465 2440 2447 2452 rBV2 672137 1067937 37.66% 5.143%

16 17.506 2452 2454 2462 rVB 59836 72919 2.57% 0.351%
17 18.317 2587 2592 2600 rBv4 87841 159976 5.64% 0.770%
18 18.522 2621 2627 2633 rBV7 15998 43522 1.53% 0.210%
19 19.221 2742 2746 2749 rBvV4 51495 75349 2.66% 0.363%
20 19.251 2749 2751 2756 rVB5 49628 61087 2.15% 0.294%
21 19.386 2769 2774 2777 rBV7 15159 28788 1.02% 0.139%
22 19.509 2789 2795 2800 rBV 157416 234334 8.26% 1.129%
23 19.580 2803 2807 2815 rVB10 29935 52471 1.85% 0.253%
24 19.838 2847 2851 2852 rBV3 25546 35344 1.25% 0.170%

25 19.868 2852 2856 2862 rVB 155200 227237 8.01% 1.094%
26 20.056 2882 2888 2894 rBV 2149017 2835371 100.00% 13.655%
27 20.326 2931 2934 2937 rBV3 22614 33705 1.19% 0.162%
28 21.331 3101 3105 3114 rVB4 127964 218755 7.72% 1.054%
29 21.736 3166 3174 3179 rBV2 782103 1364396 48.12% 6.571%
30 21.777 3179 3181 3188 rVB 88313 134408 4.74% 0.647%

31 25.050 3730 3738 3747 rVB 422487 1214572 42.84% 5.849%

Sum of corrected areas: 20764573
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041276.D

Aca On 17 Jun 2019 17:09

Operator : HP/JU

Sample - K3156-03RE

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG041276.D

7.24 761
8.40
9.26
8.08
; 5.16

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
TIC: BG041276.D
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Time-->
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2000000
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500000
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TIC: BG041276.D

Time-->
Abundance
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041276.D

Aca On 17 Jun 2019 17:09

Operator : HP/JU

Sample - K3156-03RE

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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.

3.16 3.26 ng 78094 1,4-Dichlorobenzene-d4 8.08
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 43
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
4 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 9
5 1,3-Dioxolane, 2-(1-methylpropyl)- 130 C7H1402 014447-25-7 9

Abundance Scan 12 (3.158 min): BG041276.D (-8) (-) m/z 73.00 100.00%
7B
5000 43 ]k
55 87
37 49 3.20 3.30 3.40 3.50 3.60
e LA e Tm/z 43.00  39.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 RN AN U IR U U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.00 27.48%
.%9 35 I‘l 50 | 67
miz--> R S T T
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 86.95 24 .92%
— .%?. ,...‘M . .h b lH,. .??i‘.a.. e . .??, T
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol A BARAE e
7B 3.20 3.30 3.40 3.50 3.60
55 m/z 41.00 11.75%
43
5000
27
— ,.%?. ,....,3?..%$,.... — .?%.. B EE
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041276.D

Aca On 17 Jun 2019 17:09

Operator : HP/JU

Sample - K3156-03RE

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 unknown7.61 Concentration Rank 1

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

7.61 62.66 ng 1502520 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14

Abundance Scan 770 (7.612 min): BG041276.D (-762) (-) m/z 132.00 100.00%
132
5000 68 j\_
20 96 AR RARANRAREE NS RN
| 350 720 7.40 7.60 7.80 8.00
ol b AW A% "m/z 68.00 50.08%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AT
7.20 7.40 7.60 7.80 8.00
70 m/z 66.00 35.31%
31 ¢
...|Jfblh.,.. LRI L UL S UL S
m/z--> 50 100 150 200 250 300 350
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
720 7.40 7.60 7.80 8.00
5000 m/z 134.00 33.72%
IIIAJJ{]"()? — T T T
m/z--> 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methy!- R R
132 720 7.40 7.60 7.80 8.00

m/z 69.00 22 .10%

5000
63 104
B Qa0

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041276.D

Aca On 17 Jun 2019 17:09

Operator : HP/JU

Sample - K3156-03RE

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.32 3.00 ng 159976 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2593 (18.322 min): BG041276.D (-2587) (-) m/z 73.00 100.00%
43 60 73
5000
157171 192 227 256
143 18.00 18.20 18.40 18.60
m/z 60.00 88.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
18.00 18.20 18.40 18.60
213 m/z 43.00 83.27%
L, 143157171185 199
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
18,00 18.20 1840 18.60
5000 129 m/z 55.00 78.13%
29
157 214
15 ,\;‘, i M us
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid A REaEE e
43 60 73 18.00 18.20 18.40 18.60
m/z 41.00 75.53%
129
5000 29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18IOO 18|20 '15.'4'0' 18|60 -
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO061719\
Data File : BG041276.D

Aca On 17 Jun 2019 17:09

Operator : HP/JU

Sample - K3156-03RE

Misc :

ALS Vial : 2 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.21 ng 218755 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 1-Docosene 308 C22H44 001599-67-3 93
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 92
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 1-Eicosene 280 C20H40 003452-07-1 89
Abundance Scan 3105 (21.331 min): BG041276.D (-3101) (-) m/z 57.10 100.00%
57
83
5000
111
VLN BN B
3 t 140 165 207227 281 21.00 21.20 21.40 21.60
i iy Pl LAY 29N 308327 396 | hy7 43.05  95.96%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
5000 A AR AR SRR AR
29 11 21.00 21.20 21.40 21.60
m/z 55.00 77 .29%
J l | 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57
21,00 21.20 21.40 21.60
5000 m/z 69.00 71.31%
29 125 308
L‘\‘ |7 ’ J h J 1?3‘|181 209 238 280 |
m/z--> 50 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)- UL LI DAL DAL B
556 21.00 21.20 21.40 21.60
m/z 83.05 65.36%
83
5000
29 ’ 111
LU LI d | 1139 167 106 23 252 280
m/z--> 50 100 150 200 250 300 350 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\BGO061719\
Data File : BG041276.D

Acq On 17 Jun 2019 17:09

Operator : HP/JU

Sample - K3156-03RE

Misc :

ALS Vial : 2 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.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... 3.16 3.3 ng 78094 1 8.08 479552 20.0
unknown7 .61 7.61 62.7 ng 1502520 1 8.08 479552 20.0
n-Hexadecanoic acid 18.32 3.0 ng 159976 4 17.46 1067940 20.0
3-Eicosene, (E)- 21.33 3.2 ng 218755 5 21.74 1364400 20.0
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