LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On : 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG070816 .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 height area % max. total
1 3.040 29 34 53 rBV 4082948 5834198 58.09% 9.837%
2 5.220 399 405 413 rBV 262072 403646 4.02% 0.681%
3 5.695 477 486 495 rBV 2093515 3404116 33.90% 5.740%
4 7.305 750 760 771 rBV 2429803 4297308 42.79% 7.246%
5 7.681 815 824 833 rBvV 2237127 3856586 38.40% 6.503%

8.151 895 904 911 rVvB2 363425 643963 6.41% 1.086%
8.475 949 959 967 rBV 1531177 2704013 26.93% 4 _559%
9.321 1095 1103 1112 rBV 1475184 2691911 26.81% 4 _539%
1378 1385 1392 rBV 577128 1053472 10.49% 1.776%
13.416 1792 1800 1810 rBV 4279207 6747726 67.19% 11.377%

=
QOO ~NO®
=
o
©
\l
\l

11 14.238 1933 1940 1946 rBV 579255 878433 8.75% 1.481%
12 14.797 2028 2035 2043 rBV2 1081585 1727667 17.20% 2.913%
13 16.289 2281 2289 2297 rBV 4078882 6181651 61.55% 10.423%
14 16.477 2315 2321 2324 rBV2 78992 128624 1.28% 0.217%
15 17.276 2453 2457 2461 rBV 152841 179482 1.79% 0.303%

16 17.552 2497 2504 2509 rBV 1372419 2115020 21.06% 3.566%
17 18.422 2646 2652 2657 rBV 412864 585611 5.83% 0.987%
18 19.679 2863 2866 2875 rBv2 179390 242886 2.42% 0.410%
19 20.149 2940 2946 2953 rBV 7223003 10042546 100.00% 16.933%
20 21.453 3163 3168 3178 rBV2 267440 522689 5.20% 0.881%

21 21.841 3228 3234 3243 rBV2 1487330 2480207 24.70% 4.182%
22 23.563 3522 3527 3534 rVB4 78363 165477 1.65% 0.279%
23 25.202 3796 3806 3820 rVB2 792232 2421700 24.11% 4.083%

Sum of corrected areas: 59308932
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022990.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.04 181.20 ng 5834200 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 78
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 34 (3.040 min): BG022990.D (-29) (-) m/z 73.10 100.00%
73
13 /\\
5000
e e
300 320 340
Oy L4 125157 207 380 872 416 467 516549 m/z 43.10 53.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4670: Propane, 2,2-dimethoxy-
73
s000{ 43 T L
300 320 340
m/z 89.10 39.71%
P
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
300 320 340
5000 m/z 41.10 10.39%
45
0”"I”'}?%”'I"” L S UL S BRI WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #837: 1- Propanol, 2- methyl T T T T T T
43 300 320 340
m/z 45.10 9.56%
5000
74
0"J' Im""l""l""""""""I""I""I""I""II T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
" 5.22 12.54ng 403646  1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59

2 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2
3 3-Pentanol 88 C5H120
4 Propane, l-ethoxy-2-methyl- 102 C6H140

5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003

000921-14-2 28
000584-02-1 23
000627-02-1 12
002110-78-3 12

m/z--> 0 50

Abundance Scan 405 (5.220 min): BG022990.D (-399) (-)
43
5000
101
0 69 l 159 215 249 284 317 358387 426 466 497
IR o o e o T B o LA A i o i S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
15 101
0 ‘M\\\ !
e e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
5000 101
27
O T T T T T T T T

100 150 200 250 300 350 400 450 500

Abundance
5

5000; 31

Ol

#2058: 3-Pentanol

87

m/z--> 0 50

100 150 200 250 300 350 400 450 500

m/z 43.05 100.00%

4.80 5.00 520 5.40 5.60

m/z 59.10 66 .51%

4.80 5.00 520 5.40 5.60

m/z 101.10 21.71%

4.80 5.00 520 5.40 5.60

m/z 58.10 16.11%

4.80 5.00 520 5.40 5.60

m/z 41.10 8.47%

4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.68 Concentration Rank 2

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

7.68 119.78 ng 3856590 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
3 Xenon 132 Xe 007440-63-3 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 824 (7.681 min): BG022990.D (-815) (-) m/z 132.00 100.00%
132
68
5000
w | %P 740 7.60 7.80 8.00
oAl .I,'. A A7 216 261 328 383418 483 531 | ns5 6810  56.94%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I L L R
7.40 7.60 7.80 8.00
31 m/z 66.10 38.65%
Ol“JMWVMWL'“|'“'|“"w"w"“|'“'|“"w"w"“
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 33.76%
og 63 104
O L S L B I B S S S B
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14069: Xenon L L L L L L B
182 7.40 7.60 7.80 8.00
m/z 69.10 25.75%
5000
66
0 B

|
200

T T T
m/z--> 0 50 100 150 250 300 350 400 450 500 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.42 5.54 ng 585611 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 46
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 2652 (18.422 min): BG022990.D (-2646) (-) m/z 73.00 100.00%

73
43

5000

213

18.20 18.40 18.60 18.80

256

282 321 356 389 428

0 m/z 43.05 70.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 18.20 18.40 18.60 18.80
213 m/z 60.05 68.70%
| Hl 1 | 157185
Ol NW?anHJ.M\”u.‘”..,”..,”..,”..,”..,”..
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 B
RN RN S Eamnanma
18.20 18.40 18.60 18.80
5000 m/z 57.10 61.61%
129 171 214
101
(O B I o o B B o N B o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid

18.20 18.40 18.60 18.80
m/z 55.10 57.07%

5000
185 228

m/z--> 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\BGO071016\
Data File : BG022990.D

Acq On 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.68 2.30 ng 242886 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2866 (19.679 min): BG022990.D (-2863) (-) m/z 73.05 100.00%
43
5000
213241 284314346 394 434 503 549 Iiééd iééo‘i§86 édddll
Oty m/z 60.05 66.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #108839: Octadecanoic acid
43 73
5000
129 o84 19.40 19.60 19.80 20.00
m/z 43.10 64 .14%
‘ ‘ 185 241
Olhl‘u HH‘ MH‘15\7‘213“||‘||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
19.40 19,60 19.80 20.00
5000 m/z 57.05 54 _.97%
129 242
101 171199
O T B L B B B
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #65565: Tridecanoic acid L R Eaa e
19.40 19.60 19.80 20.00
m/z 55.10 47 .77%
5000
(o} e LM
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1940 1960 1980 2000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Octadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.45 4.21 ng 522689 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Decane, 5-cyclohexyl- 224 C16H32 013151-76-3 90
4 2-Heptadecenal 252 C17H320 1000143-48-6 81
5 1-Pentadecene 210 C15H30 013360-61-7 81
Abundance Scan 3167 (21.448 min): BG022990.D (-3163) (-) m/z 57.10 100.00%
57
83
5000
R UM B BRI B
140167191 221 252 281 429 21.20 21.40 21.60 21.80
okt 311 356 390 454 484 n/z 55.10 84 70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #89783: 1-Octadecene
57
5000 LRI BRI IS BRI UL
29 111 mmmmmmmm
m/z 43.10 81.41%
m/z--> 56 o 250 360 3éo 460 4%0 560
Abundance
43
2120 21.40 2160 21.80
5000 83 m/z 69.10 80.60%
111
Ob b 0107196224 267292321 462490
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72499: Decane, 5-cyclohexyl- L e i
55 8 21.20 21.40 21.60 21.80
m/z 83.10 71 .55%
5000
29 N 111 140
167
0 ”'I""I'”llhh" ggﬂ'""I""I”"I""I'”'I'
m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022990.D

Acq On : 10 Jul 2016 8:09

Operator : UM/SJ

Sample - H3935-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
Propane, 2,2-dime... 3.04 181.2 ng 5834200 1 8.15 643963 20.0
2-Pentanone, 4-hy... 5.22 12.5 ng 403646 1 8.15 643963 20.0
unknown? .68 7.68 119.8 ng 3856590 1 8.15 643963 20.0
n-Hexadecanoic acid 18.42 5.5 ng 585611 4 17.55 2115020 20.0
Octadecanoic acid 19.68 2.3 ng 242886 4 17.55 2115020 20.0
1-Octadecene 21.45 4.2 ng 522689 5 21.84 2480210 20.0
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