LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071216\
Data File : BG023060.D

Aca On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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 3.040 29 34 42 rBV 252273 334387 2.89% 0.557%
2 5.220 399 405 412 rBV 236046 378370 3.27% 0.631%
3 5.695 478 486 498 rBVY 2336500 3864308 33.41% 6.441%
4 7.311 752 761 772 rBVY 2716667 4981393 43.07% 8.303%
5 7.681 816 824 835 rBVY 2533635 4455658 38.53% 7.426%

8.151 898 904 914 rVB 355325 616921 5.33% 1.028%
8.480 949 960 968 rvB 1730261 3067263 26.52% 5.112%
9.326 1094 1104 1113 rBV 1770030 3155407 27.28% 5.259%
10.977 1377 1385 1393 rBVY 547546 1015450 8.78% 1.692%
13.422 1790 1801 1816 rBV 4877252 7991873 69.10% 13.320%

=
QO ~NO®

11 14.238 1934 1940 1947 rBV 1186995 1752750 15.15% 2.921%
12 14.802 2028 2036 2043 rBV2 1042071 1733590 14.99% 2.889%
13 16.295 2283 2290 2301 rBV 4718343 7246612 62.66% 12.078%
14 17.558 2498 2505 2513 rBV2 1334617 2105015 18.20% 3.508%
15 17.922 2560 2567 2576 rBV5 133243 284183 2.46% 0.474%

16 18.428 2648 2653 2660 rBv2 230772 345201 2.98% 0.575%
17 19.691 2864 2868 2873 rBv4 118830 150152 1.30% 0.250%
18 20.161 2942 2948 2959 rBV 8309167 11565523 100.00% 19.277%
19 21.477 3167 3172 3179 rBV5 162171 322961 2.79% 0.538%
20 21.865 3231 3238 3245 rBV 1390731 2375469 20.54% 3.959%

21 25.255 3804 3815 3828 rvVB2 738861 2255445 19.50% 3.759%

Sum of corrected areas: 59997931
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023060.D

Aca On - 13 Jul 2016 7:28

Operator : UM/SJ

Sample : H3981-09

Misc :

ALS Vial : 24 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

Abundance TIC: BG023060.D
8000000

6000000

4000000

7.31
570 7.68
2000000 8.48 9.33

3.04 5.22 &5l A 10,98
0 JL A A

Time--> 300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023060.D

8000000

20116

6000000
13.42 16.29

4000000

2000000
21.86

18.43 21.48

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: BG023060.D

8000000

6000000

4000000

2000000
25.25

O e e T T T T o T o P T o T T e e e e 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\BGO071216\
Data File : BG023060.D

Aca On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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 1 unknown3.04 Concentration Rank 4

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

3.04 10.84 ng 334387 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
3 1.3-Dioxolane. 2-(5-bromopentvl)- 222 C8H15Bro2 056741-68-5 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 34 (3.040 min): BG023060.D (-29) (-) m/z 73.10 100.00%
73
5000 43
—— S ——
3.00 3.20 3.40
,...-.Ln...‘.,..1?1.,..1??,?1.8."’.4,6.?5.‘1.,...??1....,..4.3.4,..?.91,. m/z 43.05 43.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000
15 3.00 3.20 3.40

m/z 89.00 28.21%

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

Abundance
73
L B o e o
3.00 3.20 3.40
5000 43 m/z 41.10 6.45%
103
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71247: 1,3-Dioxolane, 2-(5-bromopentyl)-
73 3.00 3.20 3.40
m/z 45.10 6.39%
5000
45
J.u“ﬂg 133 177 221
I o e e e O LA B o o B I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023060.D

Aca On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 12.27 ng 378370 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 50
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 38
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 38

Abundance Scan 405 (5.220 min): BG023060.D (-399) (-) m/z 43.10 100.00%
43
5000
T o S e aun abo
,....,J|.7.1.-.',..1.3.5,..1.8?,....,..25.‘1.,....3‘,‘3?...,....,4.6?..5?? m/z 59.10 73.73%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 e
4.80 5.00 520 5.40 5.60

m/z 101.10 22 .57%

‘ 101

T . N —

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

Abundance

59
R e e e e R
480 5.00 520 5.40 5.60
s000! 18 m/z 58.05 16.77%

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

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.80 5.00 520 5.40 5.60
m/z 41.10 9.74%
5000
29 101
W L iy
B e B e e B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023060.D

Aca On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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 3 unknown7.68 Concentration Rank 1

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

7.68 144.45 ng 4455660 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 824 (7.681 min): BG023060.D (-816) (-) m/z 132.00 100.00%
132
68
5000
w |7 "7l 750 780 80
0 b lp L 175 205 280 299 879 416 | 7z 68.10 60.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N AR LA RS AR
7.40 7.60 7.80 8.00
21 m/z 66.10 40.39%
'JMJ'hL'IM"'I""I""I""I""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 134.00 32.82%
s 0
mz-> 50 100 150 200 250 300 350 400
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- e R
132 7.40 7.60 7.80 8.00
m/z 69.10 27 .00%
5000
104
20 63 l
'JJPLA iLF"""l""l"" UL DAL UL U R I UL L IR
m/z--> 50 100 150 200 250 300 350 400 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 : BG023060.D

Aca On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.92 2.70 ng 284183 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 7-Hexadecene. (2)- 224 C16H32 035507-09-6 94
4 Cvclotetradecane 196 C14H28 000295-17-0 91
5 7-Heptadecene, 1l-chloro- 272 C17H33CI 056554-78-0 91
Abundance Scan 2567 (17.922 min): BG023060.D (-2560) (-) m/z 55.10 100.00%
55 g3
5000
111
135 179 17.60 17.80 18.00 18.20
202 242 279 446
e A S A B A TP Tm/z 57.10 88.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #98169: 1-Nonadecene
57 83
5000 11 S DA SN B DU
29 17. 60 17. 80 18 00 18.20
P3g 266 m/z 69.05 83.98%
. .“. “IH' “.‘.‘ A .‘ .“‘. \‘l |“].-?.7.“1.9|6. .?:‘3.8| L —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 g3
17.60 17.80 18.00 18.20
5000 m/z 83.10 83.77%
29 111

139 167 196 224

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72494: 7-Hexadecene, (2)- R REEEEmEmEEma e
55 17.60 17.80 18.00 18.20
m/z 43.10 78.87%
5000 83
29
111
| | | 140 167 196 224
I B o o e e LA o o i o B N T T
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023060.D

Aca On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.43 3.28 ng 345201 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 _beta.-D-Glucopyranose 180 C6H1206 000492-61-5 43

Abundance Scan 2653 (18.428 min): BG023060.D (-2648) (-) m/z 73.10 100.00%

7B
43

5000

18.20 18.40 18.60 18.80
m/z 43.10  77.58%

293 355

421449

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LA I L B L L L L L L
129 18.20 18.40 18.60 18.80
213 m/z 60.00 75.95%
g 7
A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.20 18.40 18.60 18.80
5000 129 m/z 57.10 65.84%
199 242
101, 157
B e o o o o B AL I i e o o o o S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #65565: Tridecanoic acid R B

18.20 18.40 18.60 18.80
m/z 41.10 59.02%

5000

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\BGO071216\
Data File : BG023060.D

Aca On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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 7 Cyclotridecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.48 2.72 ng 322961 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 Cvclohexadecane 224 C16H32 000295-65-8 93
4 1-Tetracosanol 354 C24H500 000506-51-4 90
5 1-Hexacosanol 382 C26H540 000506-52-5 90
Abundance Scan 3173 (21.483 min): BG023060.D (-3167) (-) m/z 55.10 100.00%
55

5000

21.20 21.40 21.60 21.80

139168194 229

281 313342371 411 449 507

, m/z 57.10 95.01%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #44130: Cyclotridecane
41
69
5000 97 TTT TTrrrrrrprrrrs TT T T
21. 20 21. 40 21. 60 21. 80
m/z 69.05 92.78%
L e
T ,. L L o o o o B B R B LR
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
T T
83 21.20 21.40 21.60 21.80
5000 m/z 83.10 90.86%
29 111
139168196
R o e L B T B
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72491: Cyclohexadecane L U R e
55 83 21.20 21.40 21.60 21.80
m/z 43.10 83.87%
5000
29 111
‘ }139 167 196 224

m/z--> 0 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\BGO071216\
Data File : BG023060.D

Acq On 13 Jul 2016 7:28

Operator : UM/SJ

Sample - H3981-09

Misc :

ALS Vial : 24 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .04 3.04 10.8 ng 334387 1 8.15 616921 20.0
2-Pentanone, 4-hy... 5.22 12.3 ng 378370 1 8.15 616921 20.0
unknown? .68 7.68 144 .4 ng 4455660 1 8.15 616921 20.0
1-Nonadecene 17.92 2.7 ng 284183 4 17.56 2105020 20.0
n-Hexadecanoic acid 18.43 3.3 ng 345201 4 17.56 2105020 20.0
Cyclotridecane 21.48 2.7 ng 322961 5 21.86 2375470 20.0
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