LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033758.D

Aca On : 11 Apr 2018 23:10

Operator : SJ/JU

Sample = J2320-08

Misc :

ALS Vial : 13 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

3.476 25 32 42 rBvV 130548 266852 6.68% 1.930%
3.564 42 47 58 rvB 122604 203436 5.09% 1.471%
rBv 148784 326852 8.18% 2.364%
7.971 791 797 811 rBV2 92879 252829 6.33% 1.828%
8.370 858 865 878 rBvV 294555 649329 16.26% 4 _.696%
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8.858 942 948 961 rBV 75262 190129 4._76% 1.375%
9.187 996 1004 1020 rBV 460614 935160 23.42% 6.763%
10.056 1145 1152 1175 rBV 332219 784783 19.65% 5.675%
11.737 1430 1438 1451 rBV 121591 269994 6.76% 1.952%
14.099 1832 1840 1863 rBVY 1105159 1949653 48.82% 14.099%

=
QO ~NO®

11 15.474 2067 2074 2089 rVB2 239620 435360 10.90% 3.148%
12 16.942 2318 2324 2341 rBV 657772 1179464 29.54% 8.529%
13 18.200 2532 2538 2553 rBV 379405 660522 16.54% 4.777%
14 20.726 2961 2968 2979 rBV 2995850 3993350 100.00% 28.878%
15 22.060 3189 3195 3205 rBv4 41223 86874 2.18% 0.628%

16 22.548 3271 3278 3289 rBV 402898 831035 20.81% 6.010%
17 26.302 3903 3917 3931 rBV2 234196 812863 20.36% 5.878%

Sum of corrected areas: 13828485
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033758.D

Aca On : 11 Apr 2018 23:10

Operator : SJ/JU

Sample = J2320-08

Misc :

ALS Vial : 13 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

A%‘H@é‘@& TIC: BG033758.D
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9.19
500000 8.37 10.06

33186 6.28 7.97 8.86 11.74
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Aby .
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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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033758.D

Aca On : 11 Apr 2018 23:10

Operator : SJ/JU

Sample = J2320-08

Misc :

ALS Vial : 13 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.

3.56 21.40 ng 203436 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 38
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 10

Abundance Scan 46 (3.558 min): BG033758.D (-42) (-) m/z 73.00 100.00%
7B
5000{ 43 /\\_
— e
340 360 380  4.00
O‘J,JH.J.L,....,....,....,....,....,?‘?9..,....,..‘.‘9.0, m/z 43.00 42.64%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 340 360 3. 4.00
m/z 55.00 30 23%
0

e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73

3.40 3.60 380 4.00

5000 41 m/z 87.00 27 .14%
97 129
ol e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20953: 2,5-Dimethyl-4-hydroxy-3-hexanone P
3 340 360 380 4.00

m/z 71.00 12.07%

43
5000 A
\J ‘ 102

m/z--> 50 100 150 200 250 300 350 400 450 3 40 3. 60 3. 80 4.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033758.D

Aca On : 11 Apr 2018 23:10

Operator : SJ/JU

Sample = J2320-08

Misc :

ALS Vial : 13 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 unknown8.37 Concentration Rank 2

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

8.37 68.30 ng 649329 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 865 (8.370 min): BG033758.D (-858) (-) m/z 132.00 100.00%
132
5000 68 /\kN
96 NSRS SRS R
42 I 516 8m wosm&mosm
o 4 m/z 68.00 44.77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AT T T T T T
8.00 wosm&mosm
70 m/z 66.00 32.58%

31
0 ‘H‘u
,,,,,,,,,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
69

104 8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 31.00%
31
oHyb Lt
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R EEE Emm e ST SRR
132 800 820 840 860 880

m/z 69.00 23.89%

5000 /L
69
39
ol— HI “l"{.l.t \]-\OHS /\N

m/z--> 50 100 150 200 250 300 350 400 450 500 800 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033758.D

Aca On : 11 Apr 2018 23:10

Operator : SJ/JU

Sample = J2320-08

Misc :

ALS Vial : 13 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 Nonadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.06 2.09 ng 86874 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 90
2 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 87
3 1l-Hexadecanol 242 C16H340 036653-82-4 87
4 n-Heptadecanol-1 256 C17H360 001454-85-9 76
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 74
Abundance Scan 3195 (22.060 min): BG033758.D (-3189) (-) m/z 69.00 100.00%
97
5000
283 327 370 401 21.80 22.00 22.20 22.40
0 m/z 43.00 95.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202424: Nonadecyl trifluoroacetate
57 97

5000
125 21.80 22.00 22.20 22.40
- ﬂ m/z 83.00 84 _.84%

I |
m/z--> 50 100 150 200 250 300 350 400

|19% 182 210 238 266 311 34362
A

Abundance
55
83
21.80 22.00 22.20 22.40
5000 m/z 55.00 80.57%
111
29
140 168
213 264
O e LA e o e e e e IR e B o e LA B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #95980: 1-Hexadecanol
55 21.80 22.00 22.20 22.40
83 m/z 57.10 80.10%
5000
31 ‘ 111
AR U
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041118\
Data File : BG033758.D

Acq On : 11 Apr 2018 23:10

Operator : SJ/JU

Sample - J2320-08

Misc :

ALS Vial : 13 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... 3.56 21.4 ng 203436 1 8.86 190129 20.0
unknown8 .37 8.37 68.3 ng 649329 1 8.86 190129 20.0
Nonadecyl trifluo... 22.06 2.1 ng 86874 5 22.55 831035 20.0

8270-BG031918.M Thu Apr 12 11:32:36 2018 Page: 6



