LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022367.D

Aca On : 16 Jun 2016 15:37

Operator : UM/SJ

Sample : H3567-14

Misc :

ALS Vial : 4 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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

2.878 3 7 14 rVB 15962 25521 2.54% 0.394%
5.111 381 387 395 rBvV2 11385 21828 2.17% 0.337%
rBv 212528 429136 42.72% 6.620%
7.256 744 752 766 rBV 217917 481330 47.92% 7.425%
7.596 802 810 825 rBV 261532 509926 50.77% 7.866%
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6 8.055 878 888 895 rBvV 63743 123264 12.27% 1.902%
7 8.378 934 943 957 rBV 187947 375789 37.41% 5.797%
8 9.230 1080 1088 1111 rBV 132745 305158 30.38% 4._.708%
9 10.875 1361 1368 1380 rBV 95073 207537 20.66% 3.202%
10 13.313 1776 1783 1803 rBV 415756 771144 76.77% 11.896%
11 14.142 1920 1924 1934 rBV 16181 29905 2.98% 0.461%

12 14.694 2011 2018 2028 rBvV2 192923 343453 34.19% 5.298%
13 16.192 2266 2273 2288 rBV 302533 579914 57.74% 8.946%
14 16.368 2298 2303 2313 rVB4 6970 13357 1.33% 0.206%
15 17.444 2477 2486 2499 rBvV 221706 408560 40.68% 6.303%

16 20.035 2921 2927 2940 rBV 652371 1004437 100.00% 15.495%
17 21.316 3140 3145 3158 rBV3 36887 78016 7.77% 1.204%

18 21.709 3206 3212 3222 rBV2 206821 407958 40.62% 6.293%
19 24.970 3755 3767 3781 rBv2 107139 366052 36.44% 5.647%

Sum of corrected areas: 6482285
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022367.D

Aca On : 16 Jun 2016 15:37

Operator : UM/SJ

Sample : H3567-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022367.D

600000
500000
400000

300000 7.60

5.62 7.26
200000 8.38
9.23

10.87
100000 8.05

.88
o 511
L e e e e o e LA e e
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Abundance TIC: BG022367.D
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Abundance TIC: BG022367.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022367.D

Aca On : 16 Jun 2016 15:37

Operator : UM/SJ

Sample : H3567-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.11 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.11 3.54 ng 21828 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 43
2 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 9
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 5

Abundance Scan 387 (5.111 min): BG022367.D (-381) (-) m/z 42.95 100.00%
43
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101 "'éblllbblllkblllléTYTT
|| a9 | 84 4. 5. 5. 5.4 -
o} .+ B St m/z 59.00 60.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
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5000 LIS L L L L L L LB |
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73 101 m/z 100.90 22 .88%
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Abundance
43
R N REEREREEEE R Ry
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5000 m/z 58.00 21.80%
101
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
a3 4.80 5.00 5.20 5.40
m/z 41.00 9.61%
5000 59
15 101
x5, s 8
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m/z--> 10 40 50 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022367.D

Aca On : 16 Jun 2016 15:37

Operator : UM/SJ

Sample : H3567-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.60 Concentration Rank 1

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

7.60 82.74 ng 509926 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 811 (7.602 min): BG022367.D (-802) (-) m/z 131.90 100.00%
5000
68
10 54 || a5 O 7.20 7.40 7.60 7.80 8.00
Ol ot S e bl e M/Z 68.00 34.07%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LR UL L
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.90 32.56%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
720 740 7.60 7.80 8.00
5000 m/z 66.00 22.21%
91 105
39 51 65 77 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13916: Benzene, 1,3,5-trifluoro-
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 13.27%
5000
63 81
31 50 ‘ 1911}2 |
0::‘::::‘::“‘:‘;:‘: ‘:l:::‘::‘:||||||||||||||||||| S—
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022367.D

Aca On : 16 Jun 2016 15:37

Operator : UM/SJ

Sample : H3567-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Eicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 3.82 ng 78016 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 90
2 1-Heptadecanol 256 C17H360 001454-85-9 90
3 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 90
4 Cvcloeicosane 280 C20H40 000296-56-0 87
5 1-Docosene 308 C22H44 001599-67-3 87
Abundance Scan 3146 (21.322 min): BG022367.D (-3140) (-) m/z 57.00 100.00%
97
5000
21/00 21.20 21.40 21.60
0! m/z 83.00 97.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116747: 1-Eicosanol
43
5000
29 21.00 21.20 21.40 21.60
195 m/z 97.00 93.54Y%
ol.14 \M L 139153167181196
m/z--> 25 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 > 60 83
97 21.00 21.20 21.40 21.60
5000 m/z 43.00 80.10%
111
o 125
0 139154168182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140345: Bromoacetic acid, pentadecy! ester T
43 mmmmmmmm
m/z 55.00 79.42%
5000
29 125
o J 1 141 166182 208 255
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 2100 2120 2140 2160
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061616\
Data File : BG022367.D

Acq On : 16 Jun 2016 15:37

Operator : UM/SJ

Sample : H3567-14

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.11 5.11 3.5 ng 21828 1 8.05 123264 20.0
unknown? .60 7.60 82.7 ng 509926 1 8.05 123264 20.0
1-Eicosanol 21.32 3.8 ng 78016 5 21.71 407958 20.0
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