LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 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:\HPCHEM1I\BNA G\METHODS\8270-BG022916.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

2.903 7 11 28 rvB4 9190 25746 2.10% 0.406%
3.050 31 36 56 rvv 928008 1226810 100.00% 19.366%
rBv 48258 75472 6.15% 1.191%
5.700 480 487 499 rVB 233985 385122 31.39% 6.079%
7.298 751 759 770 rBV 273469 474476 38.68% 7.490%
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7.674 815 823 831 rBV 258090 449325 36.63% 7.093%
8.138 896 902 909 rBB 39030 64022 5.22% 1.011%
8.461 951 957 965 rBV 169766 293360 23.91% 4.631%
9.307 1093 1101 1111 rBV 177544 312465 25.47% 4_.933%
9.407 1111 1118 1124 rVB2 9252 15422 1.26% 0.243%

=
QO ~NO®

11 10.952 1373 1381 1388 rBB 64525 112307 9.15% 1.773%
12 13.379 1787 1794 1804 rVB 423555 646231 52.68% 10.201%
13 14.201 1928 1934 1941 rBB 76134 110672 9.02% 1.747%
14 14.754 2022 2028 2035 rVB2 95613 154373 12.58% 2.437%

15 15.576 2163 2168 2172 rVB 14857 19367 1.58% 0.306%
16 16.234 2274 2280 2287 rVB2 339288 496846 40.50% 7.843%
17 16.434 2309 2314 2322 rBV 16513 30639 2.50% 0.484%
18 17.221 2444 2448 2452 rBV 11859 14381 1.17% 0.227%
19 17.492 2488 2494 2501 rBV 114252 171803 14.00% 2.712%
20 17.844 2550 2554 2564 rBV2 12636 19794 1.61% 0.312%

21 20.083 2929 2935 2940 rBV 671715 840901 68.54% 13.274%
22 21.375 3151 3155 3162 rBVS 13279 22457 1.83% 0.355%
23 21.757 3214 3220 3228 rVB 123272 200366 16.33% 3.163%
24 25.030 3769 3777 3786 rVB2 60041 172440 14.06% 2.722%

Sum of corrected areas: 6334797
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On - 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG022916.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: BG021233.D
305

800000

600000

400000

7.30
5.70 7.67

200000 8.46 9.31

523 10.95
2.9 i 814 41

e T A SR

Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG021233.D

800000
20.08

600000

13.38

400000
16.23

200000 21.76

17.49
1420 1475 ’
15.58 16.43 17.22[t 17.84 21.38

0 A . Lo
LI L B I e B N B N N B

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: BG021233.D

800000

600000

400000

200000
25.03

A

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:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 1 unknown2.90 Concentration Rank 5

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

2.90 8.04 ng 25746 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 43
2 2(3H)-Furanone. dihvdro-3.3-dime... 114 C6H1002 003709-08-8 9
3 Cvclobutane 56 C4H8 000287-23-0 5
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 4
5 3-Buten-1-ol, 2-methyl- 86 C5H100 004516-90-9 3

Abundance Scan 11 (2.903 min): BG021233.D (-7) () m/z 56.00 100.00%
56
41
5000
69
| 88 2.90 3.00 3.10 3.20 3.30
T R S e L B m/z 41.00 54 _.01%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69 IR S AN A AR
2.90 3.00 3.10 3.20 3.30
o8 o m/z 69.00 34 .63%
”'P'”I}?W'”'P'“I”""'P'”I”??'”'P'“I“'W'”'P'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56
2.90 3.00 3.10 3.20 3.30
5000 41 m/z 55.00 26.77%
27 70
49 86 99 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #170: Cyclobutane
28 4 2.90 3.00 3.10 3.20 3.30
m/z 39.00 24 .58%
56
5000
:!' ]75 ‘ ‘ \‘M 49\\\“
RIS I I I IR LI UL IR I UL LSS BARES BN

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.05 383.25 ng 1226810 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 36 (3.050 min): BG021233.D (-31) (-) m/z 73.00 100.00%
73
5000 43
89
—_— S ——————
3.00 320 340
55
e i 88 e m/z 43.00 48.92%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L LA N R
3.00 320 340
a1 89 m/z 89.00 32.52%
L I "|"%¢'|"'3§|'"48|"??|" "|ll LS L U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
300 320 340
5000 m/z 41.00 9.12%
58
44
5 2 39 51
miz--> 0 20 30 4 50 60 70 8 9
Abundance #2103: Propane, 2-methoxy-2-methyl- e
73 3.00 320 340
m/z 45.00 7.95%
5000
57
- 41
15 \‘ \“\ 50 1 ! 87
m/z--> 10 20 30 40 50 60 70 80 9 ' 300 320  3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.23 23.58 ng 75472 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 407 (5.230 min): BG021233.D (-400) (-) m/z 43.00 100.00%
43
59
5000
101 SN SRS LS BN
| 83 | 4.80 500 5.20 5.40 5.60
SRARERNESSSEREEMNERMSSHSSE 1 MSEMBSUTY | RSNV~ SO HN— m/z 59.00 55.82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A LR U R
4.80 500 5.20 5.40 5.60
m/z 101.00 20.31%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540 560
5000 41 m/z 58.00 14 .56%
31
69 o
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime T BRam B
43 4.80 500 5.20 5.40 5.60
m/z 41.00 9.19%
5000
101
15 53137, 51 % 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 4 unknown7.67 Concentration Rank 2

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

7.67 140.37 ng 449325 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 822 (7.668 min): BG021233.D (-815) (-) m/z 131.90 100.00%
132
5000 68
oS el e i T Tho 7k sho
..,....,....,...:I'!..." i Sl e M/Z 68.00  51.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 ¥ AR RARANEARS RARSSRARS
7.40 7.60 7.80 8.00
a1 70 m/z 66.00 37.37%
C 4451 80 177 g5 | 105 196
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 133.90 32.31%

15 28 39 52 8 77 90 104 o
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13677: 3-Chloro-6-fluoro-pyrazine A i ma

132 7.40 7.60 7.80 8.00
69 m/z 69.00 22.80%

104
5000
78
31 54 Sl

SN /G (NN NOUR ANSNSNNRUN | SRS | /S 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 6 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

9.41 4.82 ng 15422 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 59
2 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 9
3 3-Hexanol. 3.5-dimethvl- 130 C8H180 004209-91-0 9

5-(Methvlamino)-1.2.3.4-thiatria... 116 C2H4N4S 052098-72-3 7
5 1,4-Dioxane 88 C4H802 000123-91-1 7
Abundance Scan 1119 (9.413 min): BG021233.D (-1111) (-) m/z 73.00 100.00%
B 88
5000 PUR——
101 115 9.00 920 9.40 9.60 9.80

..,....,....,....',:|...,..|..,....',....,... rrere et || M7z 87.90 86 70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
5000 | SLANLINLILE LIS L L L LB L L
9.00 9.20 9.40 9.60 9.80
101 116 m/z 41.00 39.19%
I H S A
”P”quupnquupu.”u.u.”.P”.””P”.”u.uquupuq””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
88
29 43 L e
9.00 9.20 9.40 9.60 9.80
5000 60 m/z 57.00 36.96%
73 113
101
51 129 143 158
Wmmmm‘wwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13278: 3-Hexanol, 3,5-dimethyl- T R
73 9.00 9.20 9.40 9.60 9.80
55 m/z 55.00 26 .55%
43
5000
83 101
112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 900 9.20 940 9. 60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 7 Octane, 2,4,6-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.58 2.51 ng 19367 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 78
2 Hexadecane 226 C16H34 000544-76-3 64
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 43
4 Tridecane 184 C13H28 000629-50-5 42
5 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 40
Abundance Scan 2169 (15.582 min): BG021233.D (-2163) (-) m/z 57.00 100.00%
57
43
5000 71 85
| 99 15.20 15.40 15.60 15.80
e e e m/z 43.00 63.05%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #27141: Octane, 2,4,6-trimethyl-
57
43
5000
15.20 15.40 15.60 15.80
185 m/z 85.00 45.51%
O oS 3V S
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
43 57
15.20 15.40 15.60 15.80
5000 1 m/z 41.00 44 _00%
85
29
99 113 127 141 155 169 183 197 226
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #12303: Hexane, 2,3,4-trimethyl-
43 15.20 15.40 15.60 15.80
m/z 71.00 42 .04%
5000 57 1 g5
29
14 || ||| \ L 99 128
m/z--> 20 40 60 50 100 120 140 160 180 200 220 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 8 10-Methylnonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.43 3.57 ng 30639 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 78
5 Pentadecane 212 C15H32 000629-62-9 78
Abundance Scan 2313 (16.428 min): BG021233.D (-2309) (-) m/z 56.95 100.00%
43 §7
71
5000 8
99 16.20 16.40 16.60 16.80
,....,'...‘ s | W/Z 43.00  86.65%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107656: 10-Methylnonadecane
57
43 71
85
5000
16.20 16.40 16.60 16.80
- 99 154 m/z 71.00 55.71%
113
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
- 16.20 16.40 16.60 16.80
5000 m/z 85.00 51.67%
85
29
99113127141155169 282
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane
57 16.20 16.40 16.60 16.80
43 71 m/z 41.00 48.63%
85
5000
29 99
L e 2 127141155160183107 268
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 9 3-Chloropropionic acid, hep... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.84 2.30 ng 19794 Phenanthrene-d10 17.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
2 1-Pentadecanol 228 C15H320 000629-76-5 91

3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90

5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 90
Abundance Scan 2553 (17.838 min): BG021233.D (-2550) (-) m/z 55.00 100.00%

55
41 | 8
83
5000 97
111

17.60 17.80 18.00 18.20

207 m/z 69.00 73.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester

43 57 83

97

5000
17.60 17.80 18.00 18.20

m/z 41.00 69.12%

125

139154167 182196210 225238251

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 69 83
56 97 17.60 17.80 18.00 18.20
5000 m/z 57.00 59.28%
29 111
125
15 140154168 182 210
T T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83798: 1-Hexadecanol
43 7 17.60 17.80 18.00 18.20
83 m/z 83.00 59.19%

5000

125

140154168182196

l 224 |
e el ettt e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021233.D

Aca On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022916_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 10 Trichloroacetic acid, hexad... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.38 2.24 ng 22457 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 83
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 83
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 80
4 1-Tetracosanol 354 C24H500 000506-51-4 80
5 1-Nonadecene 266 C19H38 018435-45-5 74
Abundance Scan 3156 (21.381 min): BG021233.D (-3151) (-) m/z 57.00 100.00%
5000
177 251 R BRI B SN I
147 | o || 281 21.00 21.20 21.40 21.60
A L S m/z 83.00 71.44Y%
m/z--> 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
5000 U DR B SRR
mmmmmmmm
ns m/z 55.00 69.32%
\\‘\ \‘\ I ‘ h 196 224
m/z--> 260 2éo 360 3%0
Abundance
57 83
2100 21.20 2140 21.60
5000 111 m/z 68.95 67.11%
139 167 106 2220 266 294 320349
m/z--> ' 160 150 60 2éo 300 3%0
Abundance #144923: 2- Chloropropionic acid, octadecy! ester e e
7 83 21.00 21.20 21.40 21.60
m/z 43.00 60.30%
5000
AP 168 104 224 20 07 360
m/z--> ' & ﬁo 300 @ mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
Data File : BG021233.D

Acq On : 3 Mar 2016 4:51

Operator : UM/SJ

Sample : H1640-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022916 .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]
unknown2 .90 2.90 8.0 ng 25746 1 8.14 64022 20.0
Propane, 2,2-dime... 3.05 383.3 ng 1226810 1 8.14 64022 20.0
2-Pentanone, 4-hy... 5.23 23.6 ng 75472 1 8.14 64022 20.0
unknown? .67 7.67 140.4 ng 449325 1 8.14 64022 20.0
Hexanoic acid, 2-... 9.41 4.8 ng 15422 1 8.14 64022 20.0
Octane, 2,4,6-tri... 15.58 2.5 ng 19367 3 14.75 154373 20.0
10-Methylnonadecane 16.43 3.6 ng 30639 4 17.49 171803 20.0
3-Chloropropionic... 17.84 2.3 ng 19794 4 17.49 171803 20.0
Trichloroacetic a... 21.38 2.2 ng 22457 5 21.76 200366 20.0
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