LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093016\

Data File : BG024161.D

Aca On : 30 Sep 2016 16:10 Instrument :

Operator : UM/SJ (BZII\!A_(tSS el
- _ lentosampleld :

a?zgle : H5018-01 HSR-WC-71-092816

ALS Vial : 11 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-BG092316.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

5.100 381 385 393 rvB2 129700 196227 3.47% 0.898%
5.581 462 467 480 rBvV 777820 1347383 23.83% 6.163%
rBv 714238 1371970 24.26% 6.275%
7.567 798 805 817 rVB 843866 1516782 26.83% 6.938%
8.031 879 884 891 rBvV 150261 254022 4._.49% 1.162%

OOrWNPE
~
N
o
w
~
w
~
~
N
w
~
()]
©

8.354 932 939 948 rBV 651782 1146975 20.29% 5.246%
9.212 1078 1085 1098 rBV 541965 1055628 18.67% 4.828%
10.862 1359 1366 1373 rBV 185458 384461 6.80% 1.759%
10.915 1373 1375 1386 rVB3 43065 84113 1.49% 0.385%
13.318 1777 1784 1800 rBY 1515339 2443622 43.22% 11.177%

=
QO ~NO®

11 14.164 1922 1928 1936 rBV 81934 140885 2.49% 0.644%
12 14.710 2011 2021 2029 rBV 366896 609024 10.77% 2.786%
13 16.208 2270 2276 2294 rBV 1492217 2404736 42.53% 10.999%
14 17.477 2485 2492 2508 rBV2 535042 941892 16.66% 4._.308%
15 18.352 2636 2641 2651 rBV5 41733 95585 1.69% 0.437%

16 19.615 2852 2856 2862 rBV6 36589 61560 1.09% 0.282%
17 20.079 2930 2935 2942 rBV 4190241 5654249 100.00% 25.862%

18 21.777 3218 3224 3235 rBV 668850 1235331 21.85% 5.650%
19 25.114 3781 3792 3804 rBV3 294919 918304 16.24% 4._.200%

Sum of corrected areas: 21862749
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093016\

Data File : BG024161.D

Aca On : 30 Sep 2016 16:10

Operator : UM/SJ

ﬁ?ggle i H5018-01 HSR-WC-71-092816
ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG092316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG024161.D
4000000
3000000
2000000
1000000 5.58 720 757 .
i 9.21
5.10 h
. %83 ﬂ¥7 ;9535
LA Ao L e o e .... ————
Time--> 300 3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG024161.D
4000000 20008
3000000
2000000
13.32 16.21
1000000
21.78
17.48
14.71
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: BG024161.D
4000000
3000000
2000000
1000000
25.11
O B o B I e e o e B B e e e LA B 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\BG093016\

Data File : BG024161.D

Aca On : 30 Sep 2016 16:10

Operator : UM/SJ

ﬁ?ggle i H5018-01 HSR-WC-71-092816
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG092316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown5.10 Concentration Rank 3

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

5.10 15.45 ng 196227 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 43
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 3-Octanol 130 C8H180 000589-98-0 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 25

Abundance Scan 385 (5.100 min): BG024161.D (-381) (-) m/z 43.05 100.00%
48
5000 J
101 R R s e
480 500 520 540
o — ,»L .7.7.-,| o A22 180 221 252 296 345 4 q/z 59.05  66.88%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #8346: 2-Hexanol, 2-methyl-
59
5000 R U L R I
4.80 5.00 5.20 5.40
101 m/z 101.05 19.70%
0 ..”.“.‘Hlmk‘..‘.l....l.... T
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43
7280 500 550 500
5000 m/z 58.05 17.29%
101
L L L L L UL L B WA
miz--> 0 50 100 150 200 250 300 350 400
Abundance #12814: Dimethadione
43 4.80 5.00 5.20 5.40
m/z 41.00 8.38%
5000
129
oL D7
miz--> 0 5'0 1(')0 1&'30 200 250 3(')0 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093016\
Data File : BG024161.D

Aca On : 30 Sep 2016 16:10

Operator : UM/SJ

Sample : H5018-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG092316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown7.57 Concentration Rank 1

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

7.57 119.42 ng 1516780 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 806 (7.573 min): BG024161.D (-798) (-) m/z 132.05 100.00%
132
68
5000
a | % 720 7.40 7.60 7.80 8.00
ol 1-..1,'-....,..1?1. 29 22 4 AL Tn/z 68.05  55.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 IR I LN L
7.20 7.40 7.60 7.80 8.00
5 10 ‘ m/z 66.05 41.62%
0"J'Wh"'\""|"" UL AR UL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 133.95 32.30%
15 39 63 104
mz-> 50 100 150 200 250 300 350 400
Abundance #14770: Cyclopropanamine, 1-phenyl- T R
132 720 7.40 7.60 7.80 8.00
m/z 69.05 25.62%
104
5000
51 77
0||||II}L|I|HL|I||||I|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG093016\

Data File : BG024161.D

Aca On : 30 Sep 2016 16:10

Operator : UM/SJ

ﬁ?ggle i H5018-01 HSR-WC-71-092816
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG092316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.
18.35 2.03 ng 95585 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
2 Dodecanoic acid 200 C12H2402 000143-07-7 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Octadecanoic acid 284 C18H3602 000057-11-4 52
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2641 (18.352 min): BG024161.D (-2636) (-) m/z 73.05 100.00%

5000
204 343 435 18.00 18.20 18.40 18.60
0 m/z 57.05 96.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256
129 18.00 18.20 18.40 18.60
213 m/z 60.00 94 _.13%
| Hl 1 | 157185
by .Mwwwuqtlﬂq..u.h...,”..,”..,.”.,..”,..”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
18.00 18.20 18.40 18.60
0
5000 43 12 m/z 55.05 90.20%
157
101 200
O T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid

18.00 18.20 18.40 18.60
m/z 41.15 71.14%

5000
185 228

m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG093016\

Data File : BG024161.D

Acq On : 30 Sep 2016 16:10

Operator : UM/SJ

ﬁ?ggle i H5018-01 HSR-WC-71-092816
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.10 5.10 15.4 ng 196227 1 8.03 254022 20.0
unknown? .57 7.57 119.4 ng 1516780 1 8.03 254022 20.0
n-Hexadecanoic acid 18.35 2.0 ng 95585 4 17.48 941892 20.0
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