LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121119\
Data File : BG043804.D

Aca On : 11 Dec 2019 20:46

Operator :© JU

Sample : K6205-07

Misc :

ALS Vial : 8 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-BG120919.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 3.195 13 18 28 rvB 261522 370382 4.62% 0.816%
2 5.111 338 344 356 rBV 403993 622565 7.77% 1.371%
3 5.575 416 423 435 rBVY 1795987 2850013 35.57% 6.277%
4 7.155 683 692 704 rBVY 1993295 3418812 42.67% 7.529%
5 7.531 748 756 771 rBV 1847738 3182266 39.72% 7.008%
6 8.002 827 836 845 rBV 455581 772350 9.64% 1.701%
7 8.325 883 891 900 rBY 1390547 2408120 30.06% 5.304%
8 9.153 1024 1032 1043 rBvV 1088100 1958219 24.44% 4.313%
9 10.798 1304 1312 1321 rVB 632497 1162300 14.51% 2.560%
10 13.254 1722 1730 1740 rBVY 3028880 4900304 61.16% 10.792%

11 14.077 1864 1870 1875 rBV 130078 192604 2.40% 0.424%
12 14.623 1956 1963 1971 rBV 1142951 1790279 22.34% 3.943%
13 16.110 2209 2216 2229 rBV 2576614 3904625 48.73% 8.599%
14 17.367 2423 2430 2442 rBV 1548152 2379350 29.70% 5.240%
15 18.272 2579 2584 2592 rBV 134338 205078 2.56% 0.452%

16 19.982 2869 2875 2890 rVB 5795455 8012044 100.00% 17.645%
17 21.292 3093 3098 3107 rBV 467790 738313 9.22% 1.626%
18 21.621 3147 3154 3166 rVB2 1580371 2586369 32.28% 5.696%
19 21.856 3189 3194 3199 rBV2 65001 96326 1.20% 0.212%
20 22.467 3292 3298 3303 rBV2 100597 173586 2.17% 0.382%

21 23.154 3409 3415 3425 rVB 98192 198251 2.47% 0.437%
22 23.953 3545 3551 3565 rVB2 103462 242830 3.03% 0.535%
23 24.776 3680 3691 3703 rBV2 945531 2621776 32.72% 5.774%
24 24.899 3705 3712 3722 rVB2 84325 212627 2.65% 0.468%
25 26.022 3895 3903 3912 rBV4 64394 180249 2.25% 0.397%

26 26.121 3914 3920 3928 rVB9 40043 113803 1.42% 0.251%
27 27.373 4123 4133 4141 rBV5 31856 112547 1.40% 0.248%

Sum of corrected areas: 45405988
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121119\

Data File : BG043804.D

Aca On - 11 Dec 2019 20:46

Operator : JU

a?ggle ; K6205-07 .
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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: BG043804.D

5000000

4000000

3000000

2000000 557 716 753

8.32
1000000 10.80

k.20 511 8.00

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043804.D

19,98

5000000

4000000:

3000000 13.25
16.11

2000000

17.37 21.62
14.62
1000000
21.29

14.08 18/L27 21.86 22.47
[ o o o o o e o e B I LN e e e e

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: BG043804.D

5000000

4000000

3000000

2000000

1000000 24.78

2315 2395 4.90 260622 27.37
A  maaaa A T e e e R ARl RS RaRa s L L e AR

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\HPCHEM1\BNA G\DATA\BG121119\

Data File : BG043804.D

Aca On - 11 Dec 2019 20:46

Operator : JU

a?ggle ; K6205-07 .
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.20 9.59 ng 370382 1,4-Dichlorobenzene-d4 8.00
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 19 (3.201 min): BG043804.D (-13) (-) m/z 73.10 100.00%
3 T
5000 43
3.20 3.30 3.40 3.50 3.60
ol i,....,....,....2,0.5...,.2.7.4.,....,....,....,...4?? m/z 43.10 38.51%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USSR U AR RS RS
43 3.20 3.30 3.40 3.50 3.60
m/z 87.10 25.67%
e L U L L o L L S B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
3.20 3.30 3.40 3.50 3.60
5000 41 m/z 55.10 23.68%
| 112
e L L L L B L W L L S B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1995: Silane, tetramethyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.68%
5000 j\\/\k\v\
43
15
L L U L L L W L AL S B B UL AR U AR AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121119\

Data File : BG043804.D

Aca On - 11 Dec 2019 20:46

Operator : JU

a?ggle ; K6205-07 .
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 16.12 ng 622565 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 344 (5.111 min): BG043804.D (-338) (-) m/z 43.10 100.00%
43
5000 59
101 480 500 520 540
0....,....',':..:|,..7.1.f3'.3...-,|....,....,..1??,....,....,2.97.. m/z 59.10 50.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL UL LA A
59 480 500 520 540
m/z 58.10 18.81%
15 4 101
83
0 wl b , L
UL UL S SRS S S UL S UL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
" 480 500 520 540
5000 m/z 101.10 16.85%
86
0 | o)t ly ﬂo ‘ 101
U UL SULELL S S WAL UL UL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime e e
43 480 5.00 5.20 5.40
m/z 41.10 8.14%
5000
101
15 31 | e 8
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121119\
Data File : BG043804.D

Aca On : 11 Dec 2019 20:46

Operator :© JU

Sample : K6205-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.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 unknown7.53 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.53 82.40 ng 3182270 1,4-Dichlorobenzene-d4 8.00

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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
Abundance Scan 756 (7.531 min): BG043804.D (-748) (-) m/z 132.00 100.00%

32
5000 68
NN | I S 755 750 780 7k
O e el el iben | m/z 68.10  43.35%
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 A R UL

7.20 7.40 7.60 7.80

0
314, 51 78 m/z 134.00 33.78%
o | b “ 1 . L
AR R AREE B B L e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
e
7.20 7.40 7.60 7.80
5000 m/z 66.10 28.12%
104
51 o, 06 77
oL 14 27 37449 88 | . 89 97 | 115 \
R R L e L e RARARAA RS SR Eas L LR Sami Lo S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal  EEm e
132 7.20 7.40 7.60 7.80
m/z 69.10 17.90%
5000 67
41 53 97 117
sl T
0..,.”.,.”.,?ﬂaiﬂ..4MN.§RHMN“.MUﬂ”..4.M.,?Pﬁ,..jq%gﬁ.ﬂt..“.. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Data Pat
Data Fil
Aca On
Operator
Sample
Misc

ALS Vial

h : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121119\
e : BG043804.D

: 11 Dec 2019 20:46

- Ju

: K6205-07

: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libr

TIC Integration Parameters:

ary

Library Search Compound Report

: C:\Database\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG120919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Nonadecanol- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 5.71 ng 738313 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol- 284 C19H400 001454-84-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3098 (21.292 min): BG043804.D (-3093) (-) m/z 57.10 100.00%
597 83
5000 111 fk
139 167 21. oo 21 20 21. 40 21 60
ot 2 411 -.l 5 o 196226250 281 928385 A "m/z 43.10 96.87%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1
55 88
5000 111 LB B B e
21. oo 21 20 21. 40 21 60
29 m/z 83.10 94 .93%
139
ol |1 168196 238 266
miz--> 0 §o 160 1%0 260 2%0 360 3éo 460 4%0
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83 e RS
21.00 21.20 21.40 21.60
5000 111 m/z 55.05 93.42%
29 169
o LE 3o |, 210 255 406
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460 4%0
Abundance #194133: Dichloroacetic acid, heptadecy! ester e T T T T
57 83 21. oo 21 20 21. 40 21 60
m/z 69.10 84 .79%
5000 111
29
oLk Ll [139 168 210238 965 295
miz--> 0 §0 160 1%0 260 250 360 3éo 460 4%0 2100 2120 2140 2160
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121119\

Data File : BG043804.D

Acq On : 11 Dec 2019 20:46

Operator : JU

a?ggle ; K6205-07 .
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG120919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 3.20 9.6 ng 370382 1 8.00 772350 20.0
2-Pentanone, 4-hy... 5.11 16.1 ng 622565 1 8.00 772350 20.0
unknown7 .53 7.53 82.4 ng 3182270 1 8.00 772350 20.0
n-Nonadecanol-1 21.29 5.7 ng 738313 5 21.62 2586370 20.0
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