LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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
1 3.052 31 36 55 rvB 618402 851436 100.00% 15.119%
2 5.232 399 407 416 rBV 42470 66818 7 .85% 1.187%
3 5.696 480 486 499 rvB 208248 334837 39.33% 5.946%
4 7.294 750 758 767 rBV 243391 419440 49.26% 7.448%
5 7.670 815 822 830 rBV 230695 391762 46.01% 6.957%
6 8.140 896 902 908 rBV 41362 65301 7.67% 1.160%
7 8.463 949 957 964 rBB 137760 239667 28.15% 4.256%
8 9.303 1093 1100 1111 rBV 152889 273626 32.14% 4 .859%
9 10.948 1372 1380 1389 rBB 65298 114918 13.50% 2.041%
10 12.176 1584 1589 1594 rBB 15686 21033 2.47% 0.373%
11 13.375 1786 1793 1805 rBB 335216 503710 59.16% 8.945%
12 14.145 1917 1924 1928 rBvV 12831 16709 1.96% 0.297%
13 14.198 1928 1933 1939 rVB 64233 90127 10.59% 1.600%
14 14.750 2021 2027 2034 rvVB2 97829 155019 18.21% 2.753%
15 15.572 2163 2167 2174 rVB 8556 10852 1.27% 0.193%
16 16.231 2273 2279 2286 rVB3 278430 430881 50.61% 7.651%
17 16.430 2308 2313 2316 rBv2 9823 13239 1.55% 0.235%
18 17.218 2443 2447 2452 rBV 6669 9301 1.09% 0.165%
19 17.488 2486 2493 2499 rBvV 121261 177870 20.89% 3.158%
20 17.846 2549 2554 2561 rBV 48887 68455 8.04% 1.216%
21 18.357 2636 2641 2647 rBV3 20130 32170 3.78% 0.571%

22 19.204 2780 2785 2793 rBV 104892 135185 15.88% 2.401%
23 20.079 2929 2934 2940 rBV 575541 753295 88.47% 13.376%
24 20.702 3036 3040 3044 rvVB4 9545 14221 1.67% 0.253%
25 21.372 3150 3154 3163 rBV3 22759 38517 4.52% 0.684%

26 21.753 3213 3219 3225 rBV 127167 206539 24.26% 3.668%
27 25.026 3768 3776 3789 rVB3 65428 196553 23.08% 3.490%

Sum of corrected areas: 5631481
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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

Abundance TIC: BG021228.D
600000 3|05

500000
400000

300000

7.29 467
5.70
200000

8.46 9.30

100000
10.95
5.23 8.14

12.18

Time--> 3.00 350 4.00 450 5.00 550 6. OO 6.50 7.00 750 8.00 850 9.00 9. 50 10. OO 10 50 11. OO 11. 50 12.00 12.50
Abundance TIC: BG021228.D
600000 20.08

500000

400000
13.38

300000 16.23

200000
21.75

17.49
14.75 19.20

14.20 e I
14ﬁ4 15.57 1643 1722 | 1836 :

0 Al A A A
LN L e I e B B N e D N I N B D 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: BG021228.D
600000

100000

500000

400000

300000

200000

100000 25.03

PRY

O

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 : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 unknown3.05 Concentration Rank 1

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

3.05 260.77 ng 851436 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 36
2 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI1302 1000115-31-4 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 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 36 (3.052 min): BG021228.D (-31) (-) m/z 73.00 100.00%
73
5000 43
89
N 300 320 340
L S R SN m/z 43.00 47.98%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L L L L
3.00 320 340
a1 89 m/z 89.00 30.35%
..,.??.,..??,....,..??,....,....,....,....,....,....,..
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
73
300 320 340
5000 m/z 41.00 8.42%
45
"I""I"3§'I""I'§§'I"§?I""I""I""I' '}p?}}§'|'
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #2102: Propane, 2-methoxy-2-methy!l- T
73 3.00 320 340
m/z 45.00 7.54%
5000
41
- ‘ 57
"|'“““'”'HJ“'?%”Al"“l'*”l"“l"'w"'w"'w" A AL AL I
m/z--> 20 30 40 50 60 70 8 90 100 110 120 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.23 20.46 ng 66818 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 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 407 (5.232 min): BG021228.D (-399) (-) m/z 43.00 100.00%
43
59
5000
i 450 500 520 840 550
...,....,....,....','::..??.4!,....,....,E.‘?..,...:,|....,....,....,....,...., m/z 59.00 58.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR L I
4.80 5.00 520 5.40 5.60
m/z 101.00 21.03%
31 101
“'w'“v'”T““T“'WH‘W'“W'“'fa'R%'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 16.33%
29 101
15 73 83
wmmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e EREmmE pLmsE A
50 480 5.00 520 5.40 5.60
m/z 41.00 9.99Y%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w AR UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 unknown7.67 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.67 119.99 ng 391762 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 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 822 (7.670 min): BG021228.D (-815) (-) m/z 131.90 100.00%

5000

7.40 7.60 7.80 8.00
m/z 68.00 54.98%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 Trr [ rrrr[rrrr[rrrrproroTs
7.40 7.60 7.80 8.00
- 70 m/z 66.00 37.80%
60
| Mst ) 77 8s | 105 116
T T T T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e A o S R
7.40 7.60 7.80 8.00
5000 m/z 133.90 32.47%
69
57
39 76
89 103
a7 115
wmmmwmwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R N mam
132 7.40 7.60 7.80 8.00
m/z 69.00 22.81%
5000

63
15 28 39 52 °F 77 90 104 .4

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 : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 5 Cyclohexasiloxane, dodecame... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.18  3.66 ng 21033 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si6  000540-97-6 90

2 Octasiloxane. 1.1.3.3.5.5.7.7.9.... 578 C16H5007Si8 019095-24-0 23
31.1.1.5.7.7.7-Heptamethvl-3.3-bi... 444 C13H4005Si6 038147-00-1 14
4 Silane. I1.2.3-benzenetrivltris(... 342 C15H3003Si3 017864-23-2 9
5 2H-1,4-Benzodiazepin-2-one, 7-ch... 342 C18H19CIN20Si 055299-24-6 9

Abundance Scan 1590 (12.182 min): BG021228.D (-1584) (-) m/z 73.00 100.00%
73
5000 311
ol 429 11,80 12,00 12.20 12.40
45 207 251 : ; ;
”.u”..“..l..”,.”.,”....Lw..”,.J.,”..“..w... m/z 340.90 40.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163619: Cyclohexasiloxane, dodecamethyl-
& 341
429
5000 |IIII|IIII|IIIIIIII|II
11.80 12.00 12.20 12.40
147 m/z 146.90 22.41%
s | a7 20 e | g |
B e R e RERAA RmmaaE S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
R Al B me e )
11.80 12.00 12.20 12.40
5000 207 m/z 324.80 21.85%
281
147 341
45 117 177 251 313 | 371401429 503 563
T T e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163622: 1,1,1,5,7,7,7-Heptamethyl-3, 3-bis(trimethyIsiloxy.... e
73 11.80 12.00 12.20 12.40
m/z 341.90 14 .99%
147
267
5000 355 429
45‘ 2?7
| |
R B L s L B B B e R Al B me s )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 wunknownl4.14 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.16ng 16709  Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Pentasiloxane. dodecamethvl- 384 C12H3604Si5  000141-63-9 40

2 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 33
3 Propanedioic acid. l(trimethvlsi... 336 C12H2805Si3 038165-93-4 25
4 Hexasiloxane. 1.1.3.3.5.5.7.7.9.... 430 C12H3805Si6 000995-82-4 23
5 Butanoic acid, 3-methyl-2-[(trim... 262 C11H2603Si2 055124-92-0 17

Abundance Scan 1923 (14.139 min): BG021228.D (-1917) (-) m/z 73.00 100.00%
B
5000
17 281 A
397 R B
45 21 l 13.80 14.00 14.20 14.40
e - SN U C— m/z 146.90 34 _06%
miz--> 50 100 150 200 250 300 350
Abundance #152261: Pentasiloxane, dodecamethy!-
73 147 281
5000 L L L LB BN L BN |
369 13.80 14.00 14.20 14.40
207 m/z 280.90 27.61%
4? T LA B v 249 | )
R e o A L (o o e e
miz--> 50 100 150 200 250 300 350
Abundance
73 147
R
281 13.80 14.00 14.20 14.40
5000 m/z 326.90 18.92%
369
45 207
95 117 177 226 249 310 338
R o o e e e (L e e
miz--> 50 100 150 200 250 300 350
Abundance #135239: Propanedioic acid, [(tfrimethylsilyl)oxy]-, bis(tr...  REam B A
78 13.80 14.00 14.20 14.40
m/z 74.00 7.67%
5000 147
45 102
2% | | \ 120 | 177 221 65 %% 32:1
B e e e e e e e by
miz--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 5-Tetradecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.85 7.70 ng 68455 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Tetradecene. (E)- 196 C14H28 041446-66-6 97
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 2-Tetradecene. (E)- 196 C14H28 035953-53-8 92
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
Abundance Scan 2555 (17.852 min): BG021228.D (-2549) (-) m/z 55.00 100.00%
43 P 69 83
97
5000
111
| | 125 17.60 17.80 18.00 18.20
e e e e m/z 43.00 84 .32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53634: 5-Tetradecene, (E)-
55
69
41
5000 83 LR UL U SR B
o7 17.60 17.80 18.00 18.20
29 1 m/z 83.00 82 .36%
L0 “\ | 125139 153 168 19
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 55
69 g3
17.60 17.80 18.00 18.20
5000 97 m/z 69.00 78.72%
29 111
125 140 154 168 182 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53627: 2-Tetradecene, (E)-
55 17.60 17.80 18.00 18.20
41 m/z 57.00 72.23%
5000 29 69
83 o
111
15 | L\ Ik i L . 125 140 153 168181 196
m/z--> 20 40 60 80 100 150 140 160 180 200 220 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 : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 n-Hexadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.36 3.62 ng 32170 Phenanthrene-d10 17.49
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 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2641 (18.357 min): BG021228.D (-2636) (-) m/z 73.00 100.00%
60 78
43
5000
129
213
| M m 01115 157171185 256 18.00 18.20 18.40 18.60
Ll m/z 60.00 89.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000 29
18.00 18.20 18.40 18.60
o7 129 256 m/z 55.00 85.76%
m/z--> 25 Jo éo 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
29 18.00 18.20 18.40 18.60
5000 m/z 43.00 76.32%
129 242
87 101115 | 143 185199
157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #65566: Tridecanoic acid e
60 78 18.00 18.20 18.40 18.60
m/z 41.00 74 .41%
43
5000
129
29 ‘ 115 11 214
185
15“""""\””'\‘ ‘ T”fhlllllllllllll II‘II |||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 7-Hexadecene, (Z2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.20 15.20 ng 135185 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 97
2 Cvclotetradecane 196 C14H28 000295-17-0 97
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 94
5 1-Hexadecanol 242 C16H340 036653-82-4 94

Abundance Scan 2784 (19.198 min): BG021228.D (-2780) (-) m/z 55.00 100.00%

5 69

5000

125 18.80 19.00 19.20 19.40 19.60

m/z 43.00 94 .27%

139154 193207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72494: 7-Hexadecene, (2)-
55

69

18.80 19.00 19.20 19.40 19.60

111 m/z 83.00 93.07%
125140154168182196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

41 55

L e e
69 83 18.80 19.00 19.20 19.40 19.60

5000 97 m/z 69.00 89.15%

27 111
125139153168 196

ﬁmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- RS e L e e
18.80 19.00 19.20 19.40 19.60
m/z 57.00 89.04%

5000

125
139153168182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40 19.60

8270-BG022916.M Thu Mar 03 18:18:59 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030216\
Data File : BG021228.D

Aca On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample : H1640-05

Misc :

ALS Vial : 17 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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.73 ng 38517 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102 005348-82-3 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
Abundance Scan 3154 (21.372 min): BG021228.D (-3150) (-) m/z 55.00 100.00%

56 83

5000

21.00 21.20 21.40 21.60
m/z 57.00 97.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137330: 1-Heneicosyl formate
57 83

21,00 21.20 21.40 21.60
m/z 69.00 88.72%

5000

167 196 222 266 294 320340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
57 83
R A Rmmsmmmmee
21.00 21.20 21.40 21.60
5000 m/z 43.00 88.08%
111
39 140 169 207224 250 297
WWFW‘WWWWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #159526: Pentafluoropropionic acid, octadecy! ester L e e e N R
438 21.00 21.20 21.40 21.60
m/z 83.00 86.61%
5000 69
97
2 | ‘ h (125 154 181 205224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21. 00 21. 20 21. 40 21 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030216\
Data File : BG021228.D

Acq On : 3 Mar 2016 1:35

Operator : UM/SJ

Sample - H1640-05

Misc :

ALS Vial : 17 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]
unknown3 .05 3.05 260.8 ng 851436 1 8.14 65301 20.0
2-Pentanone, 4-hy... 5.23 20.5 ng 66818 1 8.14 65301 20.0
unknown? .67 7.67 120.0 ng 391762 1 8.14 65301 20.0
Cyclohexasiloxane... 12.18 3.7 ng 21033 2 10.95 114918 20.0
unknownl4 .14 14.14 2.2 ng 16709 3 14.75 155019 20.0
5-Tetradecene, (E)- 17.85 7.7 ng 68455 4 17.49 177870 20.0
n-Hexadecanoic acid 18.36 3.6 ng 32170 4 17.49 177870 20.0
7-Hexadecene, (2)- 19.20 15.2 ng 135185 4 17.49 177870 20.0
1-Heneicosyl formate 21.37 3.7 ng 38517 5 21.75 206539 20.0
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