LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044026.D

Aca On : 14 Jan 2020 00:16

Operator :© JU

Sample : L1103-07

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:\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 3.131 3 7 27 rVB 551265 1006832 12.48% 2.132%
2 5.052 327 334 348 rBV 490246 785497 9.74% 1.663%
3 5.528 407 415 431 rBV 2055715 3467124 42.98% 7.341%
4 7.120 676 686 702 rBY 2166149 4084821 50.63% 8.649%
5 7.484 739 748 765 rBVY 2163617 3904717 48.40% 8.268%

7.948 819 827 835 rBV 401147 709977 8.80% 1.503%
8.272 871 882 891 rBV 1673408 3008343 37.29% 6.370%
9.100 1014 1023 1036 rBV 1282545 2377761 29.47% 5.035%
10.745 1296 1303 1314 rBV 543355 982765 12.18% 2.081%
13.201 1713 1721 1737 rBV 3274561 5415377 67.13% 11.466%

=
QO ~NO®

11 14.029 1855 1862 1872 rBV 302085 464775 5.76% 0.984%
12 14.576 1946 1955 1965 rBvV2 881128 1398971 17.34% 2.962%
13 16.062 2201 2208 2223 rBV 2817420 4443643 55.08% 9.409%
14 17.320 2415 2422 2434 rBV 1124302 1704878 21.13% 3.610%
15 19.940 2861 2868 2879 rBV 4974856 8067541 100.00% 17.082%

16 21.233 3084 3088 3101 rBV 572481 914099 11.33% 1.936%
17 21.568 3138 3145 3157 rBV 1052364 1823016 22.60% 3.860%
18 22.384 3279 3284 3293 rBV2 66024 145333 1.80% 0.308%
19 23.060 3394 3399 3405 rVB 54605 94484 1.17% 0.200%
20 23.242 3424 3430 3440 rVB 125777 246268 3.05% 0.521%

21 23.847 3527 3533 3539 rBV3 59881 119305 1.48% 0.253%
22 24.693 3666 3677 3701 rBV2 461565 1959172 24.28% 4.148%
23 25.880 3875 3879 3888 rVB3 41623 103343 1.28% 0.219%

Sum of corrected areas: 47228042
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044026.D

Aca On : 14 Jan 2020 00:16

Operator :© JU

Sample : L1103-07

Misc :

ALS Vial : 13 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

Abg&sigggg TIC: BG044026.D

4000000

3000000

553 7.12 7.48

2000000
8.27

9.10

1000000
.13
5.05 705 10.75

L s e A

Time--> 3.50 4.00 4. 50 5. 00 550 6.00 6.50 7.00 750 800 850 9.00 9.50 10 00 10. 50 11. 00 11. 50 12. 00 12. 50
Ab
é‘é‘(ﬁj@é‘&@ TIC: BG044026.D o

4000000

13.20
3000000 16.06

2000000
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1000000 14.58
21.23

14.03 2238

O o e L e L i o L e s e e e i e S T A AEE

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

Abg&sigggg TIC: BG044026.D

4000000
3000000
2000000

1000000
24.69
_§i§§24 23.85 f\ 25.88
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044026.D

Aca On : 14 Jan 2020 00:16

Operator :© JU

Sample : L1103-07

Misc :

ALS Vial : 13 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.13 28.36 ng 1006830 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

Abundance Scan 7 (3.131 min): BG044026.D (-3) (-) m/z 73.10 100.00%
B
5000 ? ?
43
55 87
| o 147 207 3.20 3.30 3.40 3.50
Ol e A A T Tm/z 43.10  34.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
B
5000 AN AR RS RN RARRE I

43 %

87
27 |
101
o L

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

3.20 3.30 3.40 3.50
m/z 87.10 25.53%

%

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 T T
3.20 3.30 3.40 3.50
5000 4 55 m/z 55.10 24.60%
29
Ll | o a2
O L LA A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- T
73 3.20 3.30 3.40 3.50
m/z 41.10 11.90%
5000 43
58
0 ‘H\ Il L ‘
e e e e e e e e R MARREEEEEEEEERS o
m/z--> 20 40 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044026.D

Aca On : 14 Jan 2020 00:16

Operator :© JU

Sample : L1103-07

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 22.13 ng 785497 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 334 (5.052 min): BG044026.D (-327) (-) m/z 43.10 100.00%
a3
59
5000
T ok ahe ek sk
bt gl 8 2T /7 59.10  60.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L LS I
59 480 500 520 5.40
m/z 101.10 22 .39%
31 g3 101
A L e I B W M LA e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43
480 5.00 520 5.40
5000 m/z 58.10 15.49%
101
31 58
0 \1\8 i \‘\ 73 817 ‘ 117 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4035: 2,3-Butanedione, monooxime R RN L A RREEE
43 480 500 5.20 5.40
m/z 41.10 9.28%
5000
101
15 58
L | Teo e |
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044026.D

Aca On : 14 Jan 2020 00:16

Operator :© JU

Sample : L1103-07

Misc :

ALS Vial : 13 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 3 unknown7.48 Concentration Rank 1

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

7.48 110.00 ng 3904720 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 1-l1soaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 747 (7.478 min): BG044026.D (-739) (-) m/z 132.00 100.00%
32
5000 68
40 . 54 | 75 % 03 720 7.40 7.60 7.80
O 80 o3l 2 e M3 w5 W h/z 68.10 42.57%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AT
7.20 7.40 7.60 7.80
3 78 m/z 134.00 35.01%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80
5000 m/z 66.10 27 .63%
33 44 - g7 105
0""I'L"I"'“?%”"iq"'l' '1ﬁ' ﬁ? I"ﬂ'I'J”'I}}EI""I T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal ... R B mE
132 720 7.40 7.60 7.80
m/z 69.10 17.02%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
miz--> B b 8 o 8 % 160 110 150 1o 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044026.D

Aca On : 14 Jan 2020 00:16

Operator :© JU

Sample : L1103-07

Misc :

ALS Vial : 13 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.23 10.03 ng 914099 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3088 (21.233 min): BG044026.D (-3084) (-) m/z 57.10 100.00%
g7 83
5000 111
139 21.00 21.20 21.40 21.60
N J .Jl. | 207196 226253 205 3% 430 7, g83.10 98.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L B L IR L AU I

21,00 21.20 2140 21.60
m/z 55.10 98.06%

29
LU e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57

97 21.00 21 20 21. 40 21.60
5000 m/z 43.10 94 .62%
29 }125
oL L) go 90224 209 g0
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 R e B I A
55 83 21. 00 21 20 21. 40 21 60

m/z 97.10 89.47%

5000 111
29
L 4 } ‘ 1139 168 196 238 266

ol b L L} e Y TR

m/z--> 50 100 150 200 250 300 350 400 21. OO 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044026.D

Aca On : 14 Jan 2020 00:16

Operator :© JU

Sample : L1103-07

Misc :

ALS Vial : 13 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 6 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.24 2.51 ng 246268 Perylene-di12 24.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 5.9.13-Pentadecatrien-2-one. 6.1... 262 C18H300 001117-52-8 64
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 58
5 4-0xo-.beta.-damascone 206 C13H1802 053398-08-6 53
Abundance Scan 3430 (23.242 min): BG044026.D (-3424) (-) m/z 69.10 100.00%
69
5000 \
I 500 2320 2340 7360
ol | oy “ i l,l‘?l. 1L 2251273 300 341367 7z 81.05  47.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
60
5000 RN SN BRI BRI B
2300 23.20 23.40 23.60
41 m/z 41.10 22.02%
Ol b .| «’.“.Y.‘. (163 191 217 245 273 209 311367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
" 23.00 23.20 23.40 23.60
5000 m/z 68.10 12.38%
41
95 437
ol by b aap | et 101 281 273299 sarger
m/z--> 50 100 150 200 250 300 350 400
Abundance #112642: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, ... LI e
69 23.00 23.20 23.40 23.60
43 m/z 95.10 10.92%
5000
’ 95
bl el e we At e
m/z--> 50 100 150 200 250 300 350 400 2300 23.20 2340 23.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG011320\

BG044026.D

14 Jan 2020 00:16

Ju

L1103-07

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 3.13 28.4 ng 1006830 1 7.95 709977 20.0
2-Pentanone, 4-hy... 5.05 22.1 ng 785497 1 7.95 709977 20.0
unknown7 .48 7.48 110.0 ng 3904720 1 7.95 709977 20.0
1-Heneicosanol 21.23 10.0 ng 914099 5 21.57 1823020 20.0
Supraene 23.24 2.5 ng 246268 6 24.69 1959170 20.0
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