LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117818.D

Aca On : 15 Nov 2019 22:14

Operator :© JU

Sample : K5861-20

Misc :

ALS Vial : 18 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 F\METHODS\8270-BF111319.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 2.163 8 13 44 rVB 676130 1147344 24.41% 2.870%
2 5.122 511 516 526 rVB 689517 749283 15.94% 1.875%
3 5.522 580 584 588 rBY 3578697 3414560 72.63% 8.543%
4 6.534 751 756 768 rBY 3895285 3653792 77.72% 9.141%
5 6.681 777 781 785 rBVY 3774111 3665387 77.97% 9.170%

6.916 818 821 825 rBV 1417770 1159772 24.67% 2.902%
7.075 844 848 851 rBV 3709139 2912306 61.95% 7.286%
7.475 912 916 920 rBV 2345352 2190273 46.59% 5.480%
8.204 1037 1040 1044 rBV 1929667 1499338 31.89%% 3.751%
9.286 1220 1224 1227 rBV 4672791 4272479 90.88% 10.689%

=
QO ~NO®

11 9.674 1287 1290 1294 rBV 491119 376701 8.01% 0.942%
12 9.969 1336 1340 1343 rBV 2132010 1764742 37.54% 4._.415%
13 10.757 1470 1474 1477 rBV 3133332 2721264 57.88% 6.808%
14 11.457 1589 1593 1597 rBV 2206117 1860561 39.58% 4 _.655%
15 11.980 1679 1682 1686 rBV 132436 135648 2.89% 0.339%

16 12.933 1840 1844 1849 rBV 31634 51562 1.10% 0.129%
17 13.051 1859 1864 1867 rBV 5249398 4701219 100.00% 11.762%
18 13.968 2013 2020 2037 rBv4 89173 381117 8.11% 0.953%
19 14.104 2039 2043 2053 rVB 1747481 1622186 34.51% 4.058%

20 14.974 2187 2191 2196 rBV 86214 87847 1.87% 0.220%

21 15.251 2234 2238 2242 rBV2 43811 50066 1.06% 0.125%

22 15.609 2294 2299 2304 rBVY 1128325 1497793 31.86% 3.747%

23 15.651 2304 2306 2314 rVB2 42333 55285 1.18% 0.138%
Sum of corrected areas: 39970525
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111519\

BF117818.D

15 Nov 2019 22:14

Ju

K5861-20

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000 216

TIC: BF117818.D

5.52

5.12

6.92

7.47

0
Time-->
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Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF117818.D

9.29

10.76

0.97 11.46

11.98

12,93

0
Time-->

11.00 11.50

10.00 10.50

[
12.00

12

.50

1
13.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF117818.D

14.10
15.61
13.97

14.97 1525 .65

0
Time-->

™1
13.50
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15.50

I
16.00 16.50

14.00

14.50 15.00
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18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117818.D

Aca On : 15 Nov 2019 22:14

Operator :© JU

Sample : K5861-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.16 19.79 ng 1147340 1,4-Dichlorobenzene-d4 6.92
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 50
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF117818.D (-8) (-) m/z 73.00 100.00%
g}
5000 43 /\
55 87 D
371l | s0 | 7 220 2.30 2.40 2.50 2.60
et b 20 L e L m/z 43.00  39.29%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
<}
5000 H N A I U U
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 26.16%
R I |"”J|'?§'|LLL'| 'J"|"§?|L"'8P"J'|""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 86.95 24 .90%
...,.??.,...H“...ﬂ s lH,..??iya..,. ...,..9?,...
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl- N S RAREEmmeas DS
30 220 2.30 2.40 2.50 2.60
m/z 40.95 13.03%
5000 43 87
15 72
T |"t U ”l" '??I l"'|5?"§?' T e IRERBARBEES SRS NN A IR UL U
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60

8270-BF111319.M Mon Nov 18 16:34:14 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117818.D

Aca On : 15 Nov 2019 22:14

Operator :© JU

Sample : K5861-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.12 12.92 ng 749283 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF117818.D (-511) (-) m/z 43.00 100.00%
43
59
5000
ae 480 500 520 540
...,....,....,....','::..‘?.1.':!,...‘.3?....,53.3..,...:,|....,....,....,....,...., m/z 59.00 53.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN L UL UL I
59 480 500 520 540
m/z 101.00 19.65%
15 31 101
wl 1y 51 || 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 16.76%
101
15 31 | 58 g9 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59 480 5.00 5.20 5.40
m/z 41.00 8.31%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I SRR SRS LR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117818.D

Aca On : 15 Nov 2019 22:14

Operator :© JU

Sample : K5861-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.68 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.68 63.21 ng 3665390 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 781 (6.681 min): BF117818.D (-777) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 . . : :
|7 er | sus Wl w7z 68.00  40.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AN A

6.40 6.60 6.80 7.00
m/z 134.00 32.72%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
I B REE R B S R
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.84%
41 53 97 117
b e
S e - .- R A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.72%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111519\
Data File : BF117818.D

Aca On : 15 Nov 2019 22:14

Operator :© JU

Sample : K5861-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.97 4.70 ng 381117 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 1-Octadecanol 270 C18H380 000112-92-5 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 92
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 2020 (13.968 min): BF117818.D (-2013) (-) m/z 57.05 100.00%

57

:

5000 111
A I14|19 191 21|6 248 o) 13.60 13.80 14.00 14.20
el m/z 42.95 98.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 111 LA L L L L L LB L
13.60 13.80 14.00 14.20

m/z 83.10 97 .94%

210
R Y P S -
m/z--> 50 100 150 200 250 300 350 400
Abundance #119522: 1-Octadecanol

N
©

i

w

(o'e]

w
=
()]
©

13.60 13.80 14.00 14.20

5000 111 m/z 55.00 96.07%
sof | ||| e 206 22¢ 27
A o e s e e o e S B )
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R R e s e e
57 13.60 13.80 14.00 14.20
83 m/z 69.00 82.74%
5000 111
2 ‘ 139 82 210
..J..,‘.‘.‘. .N,J.‘U‘.l. D s s
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111519\
Data File : BF117818.D

Acq On : 15 Nov 2019 22:14

Operator : JU

Sample - K5861-20

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.16 19.8 ng 1147340 1 6.92 1159770 20.0
2-Pentanone, 4-hy... 5.12 12.9 ng 749283 1 6.92 1159770 20.0
unknown6 .68 6.68 63.2 ng 3665390 1 6.92 1159770 20.0
Heptafluorobutyri... 13.97 4.7 ng 381117 5 14.10 1622190 20.0
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