LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\

Data File : BG033377.D

Aca On - 28 Mar 2018 00:35 Instrument :

Operator : SJ/JU ?:II\:gﬁ(t;Sam ol

3‘?”'0'6 : J2061-03 032418-JET‘IF3-E-D-S
isc :

ALS Vial : 17 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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

3.484 26 33 43 rBvV 147827 312336 7.40% 1.888%
3.572 43 48 61 rvB 104270 173807 4.12% 1.051%
rBv 172792 389159 9.23% 2.352%
7.973 789 797 809 rBV 96615 261487 6.20% 1.581%
8.378 858 866 884 rBV 371587 805434 19.10% 4 _.868%
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6 8.866 943 949 961 rBV3 97382 232138 5.50% 1.403%
7 9.201 996 1006 1025 rBV 570101 1171842 27.78% 7.083%
8 10.064 1145 1153 1176 rBV 438296 1035807 24.56% 6.261%
9 11.751 1433 1440 1453 rBV 152564 334942 7.94% 2.025%
10 14.112 1830 1842 1858 rBV 1534942 2646474 62.74% 15.996%
11 14.906 1971 1977 1986 rBV 38486 62520 1.48% 0.378%

12 15.481 2069 2075 2087 rVvB2 312953 548107 12.99% 3.313%
13 16.956 2319 2326 2341 rBV 948155 1615222 38.29% 9.763%
14 17.103 2347 2351 2360 rVB3 23752 44793 1.06% 0.271%
15 18.214 2532 2540 2553 rBV2 477133 816038 19.35% 4.932%

16 19.013 2671 2676 2682 rBV3 55166 92294 2.19% 0.558%
17 20.734 2963 2969 2983 rBV 3138532 4217949 100.00% 25.495%

18 22.556 3272 3279 3291 rBV 444349 898716 21.31% 5.432%
19 26.322 3908 3920 3934 rBV2 260682 885315 20.99% 5.351%

Sum of corrected areas: 16544380
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033377.D

Aca On : 28 Mar 2018 00:35

Operator : SJ/JU

Sample : J2061-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG031918.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: BG033377.D
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Time--> 350 400 450 5.00 550 6.00 6.50 7.00 750 800 8.50 900 9.50 10.00 10.50 11.00 1150 1200 12.50
Abundance TIC: BG033377.D
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Time--> 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: BG033377.D
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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\BG032718\
Data File : BG033377.D

Aca On : 28 Mar 2018 00:35

Operator : SJ/JU

Sample : J2061-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 14.97 ng 173807 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, trimethyl-2-pentenyl-, (E)- 142 C8H18Si 040795-28-6 9

Abundance Scan 48 (3.572 min): BG033377.D (-43) (-) m/z 73.00 100.00%

n
5000
43
55 87

| 236 3.40 3.60 380 400
oLt e 28 Tm/z 43.00 36.13%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L L L L N B L B I
43 340 360 3.80 4.00
55 87 m/z 87.00 27.84%
0 J \\‘ \
o S R L r T S s o S
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73
e e Bty
43 340 360 3.80  4.00
5000 - m/z 55.00 27.28%
0 30 87102 196
S e e
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1996: Silane, tetramethyl- e L

73 3.40 3. 60 3.80 4.00
m/z 71.00 12 _.30%

5000
2943
o2 15 |55 | 88

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 3.40 360 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033377.D

Aca On : 28 Mar 2018 00:35

Operator : SJ/JU

Sample : J2061-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3 unknown8.38 Concentration Rank 2

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

8.38 69.39 ng 805434 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 866 (8.378 min): BG033377.D (-858) (-) m/z 132.00 100.00%
132
5000 68 j\\\A
s | % - 800 820 840 8.60 8.80
ol a = m/z 68.00 47.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRR
8.00 wosm&mosm
2 m/z 66.00 33.33%

132

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 30.91%
69
55
39 89 103
Ol et b e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #14502: 1H-Benzimidazole, 2-methy!- R T
132 800 820 840 860 880

m/z 69.00 21.06%

5000
39 92
0 15 da Hh 7\\7 1] 195118 |
L L B B L L B N N NN R NN R R RN EEREE EEEE |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033377.D

Aca On : 28 Mar 2018 00:35

Operator : SJ/JU

Sample : J2061-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.01 2.26 ng 92294 Phenanthrene-d10 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 2676 (19.013 min): BG033377.D (-2671) (-) m/z 73.00 100.00%
7B
5000
18.60 18.80 19.00 19.20 19.40
0! m/z 55.00 98.08%
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
48 73
5000 256
129 18.60 18.80 19.00 19.20 19.40
97 157 213 m/z 43.00 84 .31%
185
0 |2 * ‘;“ T ‘ IHM‘I MM‘IL I‘H‘\I n; L ‘: I‘ . ‘ - i |“ . ‘:23|9 ‘: — —— .
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
18160 18.80 19.00 19.20 19.40
5000 129 m/z 57.00 80.11%
97 199 242
157
0 26 180 225
m/z--> 55 160 1%0 260 2%0 300 350
Abundance #84453: Tetradecanoic acid
78 18.60 18.80 19.00 19.20 19.40
43 m/z 60.00 79.70%
5000 129
185 228
I oul
olzs Il et | e |
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
Data File : BG033377.D

Acq On : 28 Mar 2018 00:35

Operator : SJ/JU

Sample - J2061-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.57 15.0 ng 173807 1 8.87 232138 20.0
unknown8 .38 8.38 69.4 ng 805434 1 8.87 232138 20.0
n-Hexadecanoic acid 19.01 2.3 ng 92294 4 18.21 816038 20.0
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