LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044121.D

Aca On : 21 Jan 2020 6:55

Operator :© JU

Sample : L1176-07

Misc :

ALS Vial : 21 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.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 5.034 325 331 343 rBV 325641 505173 8.88% 1.543%
2 5.510 405 412 429 rBV 1467758 2350687 41.34% 7.178%
3 7.102 675 683 700 rBVY 1546647 2846868 50.06% 8.693%
4 7.466 737 745 757 rBVY 1528216 2665095 46.87% 8.138%
5 7.931 817 824 834 rBV 283363 486197 8.55% 1.485%

8.254 871 879 888 rBV 1120268 1985429 34.92% 6.063%
9.088 1012 1021 1036 rBV 896001 1638423 28.81% 5.003%
10.733 1293 1301 1314 rBV 391636 731550 12.86% 2.234%
13.189 1711 1719 1738 rBV 2501714 4060738 71.41% 12.400%
14.018 1853 1860 1877 rBV 197120 327548 5.76% 1.000%

=
QO ~NO®

11 14.564 1946 1953 1969 rBV 704766 1137908 20.01% 3.475%
12 16.056 2200 2207 2221 rBV 2022118 3294074 57.93% 10.059%
13 17.308 2414 2420 2430 rBV 817722 1310310 23.04% 4_.001%
14 19.928 2859 2866 2876 rBV 3996512 5686360 100.00% 17.364%
15 21.233 3082 3088 3107 rBvV 171821 444100 7.81% 1.356%

16 21.556 3136 3143 3150 rBV 830278 1332446 23.43% 4_.069%
17 22.361 3275 3280 3284 rBV 52442 86703 1.52% 0.265%
18 23.031 3389 3394 3404 rVB2 66797 125980 2.22% 0.385%
19 23.812 3521 3527 3535 rVB3 65961 143752 2.53% 0.439%
20 24.664 3662 3672 3680 rBV 474910 1368018 24.06% 4._.177%

21 25.821 3862 3869 3875 rVB4 37457 96972 1.71% 0.296%
22 27.120 4079 4090 4100 rBV7 30032 124578 2.19% 0.380%

Sum of corrected areas: 32748909
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012020\
Data File : BG044121.D

Aca On - 21 Jan 2020 6:55

Operator : JU

Sample - L1176-07

Misc :

ALS Vial :© 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
4000000 TIC: BG044121.D

3000000

2000000
551 7.10 7.47

8.25
1000000 9.09

5.03 793 10.73

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
4000000 TIC: BG044121.D Ldes

3000000
13.19

2000000 16.06

1000000 21.56
14.56 1731

14.02 21.23 22 36

O B o T B e L T L B e BUBSA I 0 J o o  B a  S B

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: BG044121.D

3000000

2000000

1000000
24.66

2303 2381 /\ 25.82 27.12
R R SRR RN RS R S e T e R R e B EERAEREEEE s e S

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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044121.D

Aca On : 21 Jan 2020 6:55

Operator :© JU

Sample : L1176-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 20.78 ng 505173 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 Tetraalvme 222 C10H2205 000143-24-8 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 330 (5.028 min): BG044121.D (-325) (-) m/z 43.05 100.00%
a3
59
5000
101 e T
460 480 500 520 5.40
....,....l,'-...:',..7.3.,3.3...~,|....,....,....,....,. m/z 59.10 61.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR SN UL AN
59 460 4.80 5.00 520 5.40
m/z 101.10 21.14%
15 4 ‘ 101
"J'I”N"I"'al""F?"“J""I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
460 480 5.00 520 540
5000 m/z 58.05 14 .60%
101
31 58
18 73 87 117 130
miz--> 20 40 60 80 100 120 140 160 180
Abundance #78616: Tetraglyme
50 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.14%
5000
103
\‘ 73 87 | 117 133 147 177
m/z--> 20 ' 6|0 80 100 120 140 160 180 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044121.D

Aca On : 21 Jan 2020 6:55

Operator :© JU

Sample : L1176-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.47 Concentration Rank 1

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

7.47 109.63 ng 2665100 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 746 (7.472 min): BG044121.D (-737) (-) m/z 132.00 100.00%
32
5000 68
0,54 || (. 9|6103 s 720 7.40 7.60 7.80
SNBSS Rint SIS 1 NNVRMSE LSS NN AU | M- m/z 68.10 40.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ARRARARAS RARRS RARRSRARS
7.20 7.40 7.60 7.80
78 m/z 134.00 35.15%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.10 26 .39%
104
66
14 27 37 4451 55 T g9 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine T
132 7.20 7.40 7.60 7.80
m/z 69.10 16.18%
5000
33 44 o 97 105
| st e0 P | | ys |
mizs 1 % 30 4o B b 70 b % 100 190 130 1% 180 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044121.D

Aca On : 21 Jan 2020 6:55

Operator :© JU

Sample : L1176-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.23 6.67 ng 444100 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3088 (21.233 min): BG044121.D (-3082) (-) m/z 57.10 100.00%

7 83
5000 111

139 21 00 21.20 21.40 21.60
° AR 210 oer mr ms st 0 g e

m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 o7
69

5000 LA L L L L L B L L
21100 2120 2140 2160
125 m/z 83.10 85.86%
R
miz--> 50 100 150 200 250 300 350
Abundance
57
83 21.00 21.20 21.40 21.60
5000 m/z 55.05 83.63%
111
29
139 169 151210 238 L4083
N
miz--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R R e etk
55 83 21100 2120 2140 2160

m/z 69.05 83.17%

111
29
I, { \| L ™39 167 106 238 266 204
AL AT 67 196 238 266 204

m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044121.D

Aca On : 21 Jan 2020 6:55

Operator :© JU

Sample : L1176-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.81 2.10 ng 143752 Perylene-di12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87

Abundance Scan 3527 (23.812 min): BG044121.D (-3521) (-) m/z 57.10 100.00%

5000

23.40 23.60 23.80 24.00 24.20
m/z 71.10 69.30%

341 429

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LA L L L L L L L L

23 40 23. 60 23. 80 24 00 24. 20
m/z 43.10 62 .52%

h | Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

¥

23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 49 _73%

99
141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

i

Abundance #175559: Tetracosane R R A e
517 23.40 23.60 23.80 24.00 24.20
m/z 55.10 20.65%
5000
99
e s 8 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 40 23. 60 23. 80 24 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044121.D

Acq On = 21 Jan 2020 6:55

Operator : JU

Sample : L1176-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
2-Pentanone, 4-hy... 5.03 20.8 ng 505173 1 7.93 486197 20.0
unknown7 .47 7.47 109.6 ng 2665100 1 7.93 486197 20.0
1-Nonadecene 21.23 6.7 ng 444100 5 21.56 1332450 20.0
Tetratetracontane 23.81 2.1 ng 143752 6 24.66 1368020 20.0
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