LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022938.D

Aca On : 8 Jul 2016 20:05

Operator : UM/SJ

Sample - H3859-01

Misc :

ALS Vial : 36 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 5.226 401 406 413 rvVvB2 79734 117863 1.10% 0.248%
2 5.696 480 486 494 rBV 877562 1425142 13.31% 3.003%
3 7.306 754 760 774 rVB 701960 1223544 11.42% 2.579%
4 7.682 816 824 834 rBY 1646034 2847556 26.59% 6.001%
5 8.152 893 904 912 rBV 412937 718982 6.71% 1.515%

8.481 950 960 967 rBV 1231764 2207426 20.61% 4.652%
9.327 1096 1104 1117 rBV 1400042 2498831 23.33% 5.266%
10.984 1379 1386 1398 rVB 631527 1198294 11.19% 2.525%
12.611 1657 1663 1671 rBV 44692 118039 1.10% 0.249%
13.416 1791 1800 1807 rVV 3918870 6189598 57.79% 13.044%

=
QO ~NO®

11 14.239 1935 1940 1944 rVB 125672 178655 1.67% 0.377%
12 14.797 2026 2035 2043 rBV2 1144705 1902998 17.77% 4.011%
13 16.289 2282 2289 2298 rBV 4308307 6675422 62.33% 14.068%
14 17.282 2454 2458 2462 rBV7 93818 137903 1.29% 0.291%
15 17.553 2498 2504 2511 rBV2 1565134 2366536 22.10% 4_987%

16 17.899 2560 2563 2567 rVB2 86368 110220 1.03% 0.232%
17 18.422 2648 2652 2657 rBV 305762 435371 4._.06% 0.918%
18 19.627 2853 2857 2863 rVB4 133886 184246 1.72% 0.388%
19 19.691 2863 2868 2875 rBV2 302624 471351 4._.40% 0.993%
20 20.155 2941 2947 2954 rBV 7772185 10710300 100.00% 22.572%

21 21.037 3094 3097 3102 rVB 127105 141208 1.32% 0.298%
22 21.848 3229 3235 3244 rVB2 1691407 2835376 26.47% 5.975%
23 25.208 3796 3807 3821 rVB3 885926 2755510 25.73% 5.807%

Sum of corrected areas: 47450371
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BGO70916\
Data File : BG022938.D

Aca On : 8 Jul 2016 20:05

Operator : UM/SJ

Sample . H3859-01

Misc :

ALS Vial : 36 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
Abé’é‘g@é‘&@ TIC: BG022938.D
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022938.D

Aca On : 8 Jul 2016 20:05

Operator : UM/SJ

Sample - H3859-01

Misc :

ALS Vial : 36 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 unknown5.23 Concentration Rank 5

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

5.23 3.28 ng 117863 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 36
2 1.3-Dioxan-5-ol. 4.4.5-trimethvl- 146 C7H1403 054063-14-8 28
3 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 28
4 1.2-Butanediol. (.+/-.)- 90 C4H1002 026171-83-5 28
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 25

Abundance Scan 407 (5.232 min): BG022938.D (-401) (-) m/z 43.10 100.00%

48
5000

101 LN e

480 500 520 540 560
130 186 283 324
Ol 284 290, 86 227 A° Sawel A4S S08%37 ' "m/z 59.10  74.60%

mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59
5000 101

480 5.00 520 5.40 5.60
m/z 101.10 19.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59

4.80 5.00 520 5.40 5.60

5000 m/z 58.10 11.05%
31
101131
o b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #122643: Hexaethylene glycol dimethy! ether
59 480 5.00 5.20 5.40 5.60

m/z 41.10 7.90%

5000

103
31
I J L 147175 221 265

) - N

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

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022938.D

Aca On : 8 Jul 2016 20:05

Operator : UM/SJ

Sample - H3859-01

Misc :

ALS Vial : 36 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 79.21 ng 2847560 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 18
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9

Abundance Scan 824 (7.682 min): BG022938.D (-816) (-) m/z 132.00 100.00%
132
68
5000
o | T T 70 780 800
Ol .l,k. A 118207235 277 328 368 408 24 m/z 68.10 57.58%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL L L I R
7.40 7.60 7.80 8.00
2 m/z 66.10 39.11%
Ol“JWﬁ”w'J“"l”"|”"|“"|“"|”"|“"|“"|”'
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
A
7.40 7.60 7.80 8.00
5000 m/z 134.00 34 .03%
33 105
70
L S L B B B L LI B S B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- e R
132 7.40 7.60 7.80 8.00
m/z 69.05 26 .25%
5000
og 63 104
Ol““*fﬂ“'“" LRI LI SN S UL UL SR B UL I L I R
mz-> 0 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 : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022938.D

Aca On : 8 Jul 2016 20:05

Operator : UM/SJ

Sample - H3859-01

Misc :

ALS Vial : 36 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 3.68 ng 435371 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Heptadecanoic acid 270 C17H3402 000506-12-7 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35
Abundance Scan 2652 (18.422 min): BG022938.D (-2648) (-) m/z 73.10 100.00%
43
5000
256 " 18/20 18.40 18.60 18.80
oLkl 336 384 417 459488 521 n/z 43.10 79 _07%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid
43
73
5000 LI UL BN BULLILE U
mmmmmmmm
m/z 55.10 70.94%
oo e B
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 270 U AR BN SO B
18.20 18.40 18.60 18.80
5000 129 m/z 60.00 70.66%
171 227
. 14 101 199
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid
18.20 18.40 18.60 18.80
m/z 41.10 67 .56%
5000
0! R B
miz-> 0 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 : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022938.D

Aca On : 8 Jul 2016 20:05

Operator : UM/SJ

Sample - H3859-01

Misc :

ALS Vial : 36 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 5 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.69 3.98 ng 471351 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2868 (19.691 min): BG022938.D (-2863) (-) m/z 73.00 100.00%

5000

- i niiatha
0 325355386 431463492 549 19.40 19.60 19.80 20.00

m/z 43.10 92.71%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #108841: Octadecanoic acid
43 73
5000 LA L L L L L L L
129 19. 40 19 60 19. 80 20. 00
‘ oa1 284 m/z 55.10 81.80%
o iy s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
R e EAREE R
19.40 19.60 19.80 20.00
5000 129 m/z 60.00 77.20%
199 242
101 157
O e o e L L I v e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75071: Tetradecanoic acid

19.40 19.60 19.80 20.00
m/z 57.10 76.00%

5000
185 228

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 40 19 60 19. 80 20. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022938.D

Acq On : 8 Jul 2016 20:05

Operator : UM/SJ

Sample - H3859-01

Misc :

ALS Vial : 36 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]
unknown5.23 5.23 3.3 ng 117863 1 8.15 718982 20.0
unknown7 .68 7.68 79.2 ng 2847560 1 8.15 718982 20.0
n-Hexadecanoic acid 18.42 3.7 ng 435371 4 17.55 2366540 20.0
Octadecanoic acid 19.69 4.0 ng 471351 4 17.55 2366540 20.0
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