LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\

Data File : BG024626.D

Aca On 2 Nov 2016 13:26 Instrument :
Operator : UM/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i H5491-06 S&DUPJO§H6
ALS Vial : 33 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-BG102516.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 3.131 44 50 70 rVB 9262547 20237734 100.00% 24.818%
2 5.335 417 425 432 rBV 613058 1015816 5.02% 1.246%
3 5.799 497 504 513 rBVY 2799742 4911921 24.27% 6.023%
4 7.409 770 778 790 rBVY 2970517 5454713 26.95% 6.689%
5 7.796 836 844 852 rBVY 2794854 5164432 25.52% 6.333%

8.266 916 924 935 rBV2 460544 873466 4._.32% 1.071%
8.596 972 980 988 rBV 2061202 3722356 18.39% 4 _565%
9.442 1116 1124 1134 rBV 1824494 3381436 16.71% 4.147%
11.093 1397 1405 1414 rBV2 599075 1123132 5.55% 1.377%
13.507 1807 1816 1827 rBV 4138677 6749261 33.35% 8.277%

=
QO ~NO®

11 14.324 1947 1955 1961 rBV 1049124 1631694 8.06% 2.001%
12 14.882 2041 2050 2060 rVvB2 970487 1590749 7.86% 1.951%
13 16.369 2295 2303 2316 rBV 4190830 6775722 33.48% 8.309%
14 17.626 2510 2517 2524 rBV 1273516 2012441 9.94% 2.468%
15 18.472 2656 2661 2668 rBV2 222947 352757 1.74% 0.433%

16 20.205 2950 2956 2965 rVB 7646491 10387429 51.33% 12.738%
17 21.498 3171 3176 3186 rBV3 229873 467152 2.31% 0.573%

18 21.921 3240 3248 3256 rVB 1555996 2811213 13.89% 3.447%
19 25.352 3818 3832 3848 rVB 946792 2882709 14.24% 3.535%

Sum of corrected areas: 81546133
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024626.D

Aca On : 2 Nov 2016 13:26

Operator : UM/SJ

Sample : H5491-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.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: BG024626.D
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4000000

5.80 7.41 7,80
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2000000 9.44
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Time--> 300 350 400 450 500 550 600 650 700 750 8.00 850 9.00 9.50 1000 1050 11.00 1150 12.00 12.50
Abundance TIC: BG024626.D

8000000 20.21

6000000

13.51 16.37
4000000

2000000 21.92
1432 14.88 17.63
18.47 21.50
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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: BG024626.D
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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:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024626.D

Aca On : 2 Nov 2016 13:26

Operator : UM/SJ

Sample : H5491-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 unknown3.13 Concentration Rank 1

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

3.13 463.39 ng 20237700 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 47
2 Methanethioamide. N.N-dimethvl- 89 C3H7NS 000758-16-7 37
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 25
4 1-Hepten-4-ol 114 C7H140 003521-91-3 23
5 Thiazole, tetrahydro- 89 C3H7NS 000504-78-9 9

Abundance Scan 50 (3.131 min): BG024626.D (-44) (-) m/z 73.05 100.00%
a3 P
5000
1300 320 340
o! b HO1 147174207235 282 855389 425 4’ 5B ‘m/z 43.10 81.06%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43
71
5000 L L L NN
300 320 3.40
m/z 89.10 62.93%
0 15‘ \‘ 01
mz-> 0 55 160 150 200 250 300 350 400 450 500 550
Abundance
89
44 U LA A
3.00 320 3.40
5000 m/z 41.05 21.97%
15
L L S S L WAL B I B I IR /\\
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #739: Acetamide, N-methy!l- —
43 73 3.00 320 3.40
m/z 45.05 18.77%
5000
15
L L A L L SN B I B B IR U LA A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 300 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024626.D

Aca On : 2 Nov 2016 13:26

Operator : UM/SJ

Sample : H5491-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

533 23.26ng 1015820  1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Octanol 130 C8H180 000589-98-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17

5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17
Abundance Scan 424 (5.329 min): BG024626.D (-417) (-) m/z 43.05 100.00%
48
5000
s b0 570 540 Sk0
Ol b B 1HL170 207 247 305334360 450 4% 1 "m/z 59.10 60.53%

| T | T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L L L BB |
5.00 5.20 5.40 5.60
m/z 101.10 20.96%
15 101
0 ‘M\\\ \‘
e e e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
R RREREEEE S ey
5.00 5.20 5.40 5.60
5000 m/z 58.05 17.23%
29 101
O L L o o o B o B B i o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8344: 3-Hexanol, 4-methyl- P e T
9 5.00 5.20 5.40 5.60

m/z 41.05 9.20%

OMW . /\MA

m/z-->

50 100 150 200 250 300 350 400 450 500

5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024626.D

Aca On : 2 Nov 2016 13:26

Operator : UM/SJ

Sample : H5491-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 unknown7.80 Concentration Rank 2

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

7.80 118.25 ng 5164430 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 845 (7.802 min): BG024626.D (-836) (-) m/z 132.00 100.00%
132
68
5000
40 J QF 209 246274305 357 413 464491 7.40 760 780 800 820
olbdybtlh L0 L 209 246274305 357 413 464491 m/z 68.10 53.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o P P
7.40 7.60 7.80 8.00 8.20
3 70 ‘ m/z 66.10 35.31%
O'JJHW'“I”'“I"”I"'W""I”"I'”'I"'W""P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00 8.20
5000 m/z 133.95 34 .24%
33 105
70
L U L L U UL L UL BRI W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14395: 1,3,5-Trifluorobenzene e
132 7.40 7.60 7.80 8.00 8.20

m/z 69.05 23.60%

5000

81
st Sd Jl ]TO§ |

O+t B e e e

m/z--> 50 100 150 200 250 300 350 400 450 500 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024626.D

Aca On : 2 Nov 2016 13:26

Operator : UM/SJ

Sample : H5491-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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-Decanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.47 3.51 ng 352757 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 2661 (18.472 min): BG024626.D (-2656) (-) m/z 73.10 100.00%

5000

256
203331 389 M6 s 18.20 18.40 18.60 18.80

0 m/z 60.00 92 .80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39473: n-Decanoic acid
60
5000 129
18.20 18.40 18.60 18.80
29 | g7 m/z 55.05 90.69%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43
18.20 18.40 18.60 18.80
5000 12 m/z 43.10 88.02%
185 228
9 157
O T T T e T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid

18.20 18.40 18.60 18.80
m/z 41.05 85.39%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024626.D

Aca On : 2 Nov 2016 13:26

Operator : UM/SJ

Sample : H5491-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 Tetradecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.50 3.32 ng 467152 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 94
2 1-Heptadecene 238 C17H34 006765-39-5 93
3 2- Chloropropionic acid. hexadec... 332 C19H37CI02 086711-81-1 93
4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 3176 (21.498 min): BG024626.D (-3171) (-) m/z 43.10 100.00%
ile]
5000

21.20 21.40 21.60 21.80
m/z 55.10 90.10%

125

o | 154180205 249 281 312 372 419
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #152719: Tetradecy! trifluoroacetate
55 83
5000
111 21.20 21.40 21.60 21.80
29 m/z 57.10 77.98%
168
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57 83
A T R
21.20 21.40 21.60 21.80
5000 m/z 97.10 59.88%
29 111
o 140168 210238
B T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57 83 21.20 21.40 21.60 21.80

m/z 69.10 55.76%

5000

29 39
Ot B, % 332

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80

196222 269
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110116\
Data File : BG024626.D

Acq On : 2 Nov 2016 13:26

Operator : UM/SJ

Sample : H5491-06

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
unknown3.13 3.13 463.4 ng 20237700 1 8.27 873466 20.0
2-Pentanone, 4-hy... 5.33 23.3 ng 1015820 1 8.27 873466 20.0
unknown? .80 7.80 118.3 ng 5164430 1 8.27 873466 20.0
n-Decanoic acid 18.47 3.5 ng 352757 4 17.63 2012440 20.0
Tetradecyl triflu... 21.50 3.3 ng 467152 5 21.92 2811210 20.0
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