LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071216\
Data File : BG023055.D

Aca On 13 Jul 2016 4:08

Operator : UM/SJ

Sample = H3995-26

Misc :

ALS Vial : 19 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-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 heiaht area % max. total
1 5.223 399 406 410 rBV 70501 111943 1.44% 0.316%
2 5.693 479 486 497 rVB 622940 1028694 13.21% 2.900%
3 7.303 754 760 771 rBV 474820 820718 10.54% 2.314%
4 7.679 816 824 835 rBVY 1224767 2146803 27 .56% 6.053%
5 8.149 896 904 915 rVB2 364178 660633 8.48% 1.863%

8.478 951 960 967 rBV2 1106506 1930920 24.79%% 5.444%
9.324 1097 1104 1112 rBV 1116641 2020074 25.93% 5.696%
10.981 1378 1386 1395 rBV 576342 1055816 13.55% 2.977%
13.419 1792 1801 1811 rBY 3153311 5049831 64.83% 14.238%
14.800 2029 2036 2044 rBV2 1014644 1645644 21.13% 4.640%

=
QO ~NO®

11 16.292 2284 2290 2301 rBV 2661047 4101800 52.66% 11.565%
12 17.555 2499 2505 2511 rBV2 1223884 1956576 25.12% 5.517%
13 18.425 2649 2653 2664 rBV3 167618 264542 3.40% 0.746%
14 19.694 2864 2869 2876 rBVve 125205 219072 2.81% 0.618%
15 20.158 2942 2948 2955 rBV 5461584 7789763 100.00% 21.963%

16 21.868 3232 3239 3246 rBV2 1326928 2378393 30.53% 6.706%
17 25.246 3804 3814 3829 rVvB2 725079 2286439 29.35% 6.447%

Sum of corrected areas: 35467661
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023055.D

Aca On : 13 Jul 2016 4:08

Operator : UM/SJ

Sample : H3995-26

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.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: BG023055.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023055.D

Aca On 13 Jul 2016 4:08

Operator : UM/SJ

Sample - H3995-26

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3-Octanol Concentration Rank 3

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

5.22 3.39 ng 111943 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 56
2 4-Ethvl-3-octanol 158 C10H220 019781-26-1 42
3 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 42
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 40
5 Butanedioic acid, diazo-, dimeth... 172 C6H8N204 055514-36-8 38

Abundance Scan 406 (5.223 min): BG023055.D (-399) (-) m/z 43.10 100.00%
48
5000
101
73 | 133 173 225 268 314 374 431 488 4.80 500 520 540 5.60

i A m/z 59.10 77.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13189: 3-Octanol

5000 T B
4.80 5.00 5.20 5.40 5.60

101 m/z 101.10 20.54%

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

Abundance
59
480 5.00 520 5.40 5.60
5000 m/z 58.00 16.55%
29
98 129
o I B o o o o B LA e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #97587: 2,5,8,11,14,17-Hexaoxaoctadecane
59 480 5.00 520 5.40 5.60
m/z 40.00 12.35%
5000
103
31
| | I 147177 221
o B e B L LA e e e R N REEEEmEE )
m/z--> 0 50 100 150 200 250 300 350 400 450 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023055.D

Aca On 13 Jul 2016 4:08

Operator : UM/SJ

Sample - H3995-26

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown7.68 Concentration Rank 1

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

7.68 64 .99 ng 2146800 1,4-Dichlorobenzene-d4 8.15
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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 824 (7.679 min): BG023055.D (-816) (-) m/z 132.00 100.00%
132
68
5000
w | % 740 7.60 7.80 8.00
A .J-..l',l.. rrraoa22l 271 308340 894 4%8 3% m/z 68.05 60.72%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL I I R
7.40 7.60 7.80 8.00
yq 70 m/z 66.10 42 .10%
|1yl
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 32.90%
33 105
70
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e e
132 7.40 7.60 7.80 8.00
m/z 69.10 29.85%
5000
92
65
'??WL“ll“ UL DL UL SO B SN SR AU UL IR I I R
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023055.D

Aca On 13 Jul 2016 4:08

Operator : UM/SJ

Sample - H3995-26

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.70 ng 264542 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 47
Abundance Scan 2652 (18.419 min): BG023055.D (-2649) (-) m/z 73.05 100.00%
73
43
5000
256 981 380 407 18.20 18.40 18.60 18.80
3 46 "m/z 60.00 94.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 18.20 18.40 18.60 18.80
97 213 m/z 55.10 78.80%
w 1?7\1?5 |
H‘\ ‘\H ul | Ll n |
m/z--> 50 160 1%0 260 2éo 360 3%0 460 4éo
Abundance
73
43 "' 1820 18.40 18.60 18.80
5000 129 m/z 43.10 73.41%
171
97 214
miz-> 50 100 150 200 250 300 350 400 450
Abundance #83683: Pentadecanoic acid T
18.20 18.40 18.60 18.80
m/z 41.10 67.77%
5000
129 242
‘ 199 ‘
hu\ "1.7‘].-‘.%....”....,....|....|....|. S il AR i
m/z--> 150 200 250 300 350 400 450 1820 1840 1860 1880
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071216\
Data File : BG023055.D

Acq On 13 Jul 2016 4:08

Operator : UM/SJ

Sample - H3995-26

Misc :

ALS Vial : 19 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]
3-Octanol 5.22 3.4 ng 111943 1 8.15 660633 20.0
unknown7 .68 7.68 65.0 ng 2146800 1 8.15 660633 20.0
n-Hexadecanoic acid 18.42 2.7 ng 264542 4 17.56 1956580 20.0
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