LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001518.D
Aca On : 03 Jan 2020 21:13 Instrument :
Operator : JU EFA{g el

- _ lentosampleld :
3?22Ie - K6482-00 MC-123119-0-2-COMP-B4
ALS Vial : 9 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 P\METHODS\8270-BP010320.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

2.928 18 24 35 rBv3 53493 121272 4._75% 0.695%
3.022 35 40 48 rVB 261117 357182 14.00% 2.047%
rBv 211411 304537 11.94% 1.745%
5.346 429 435 444 rBV 997985 1446658 56.70% 8.291%
6.916 694 702 712 rBV 1003293 1618554 63.44% 9.276%
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7.252 751 759 769 rBV 977413 1512587 59.29% 8.669%
7.699 828 835 843 rVB 265667 414664 16.25% 2.376%
8.016 882 889 897 rvB 745288 1166767 45.73% 6.687%
8.851 1022 1031 1040 rBV 584838 931929 36.53% 5.341%
10.475 1300 1307 1319 rVB 326361 534459 20.95% 3.063%

=
QO ~NO®

11 12.963 1721 1730 1737 rBV 1284715 1902762 74.58% 10.905%
12 13.822 1870 1876 1882 rVB 60540 83735 3.28% 0.480%
13 14.339 1957 1964 1973 rVB 455949 691900 27.12% 3.965%
14 15.839 2213 2219 2228 rVB 1077413 1479875 58.01% 8.481%
15 17.098 2427 2433 2438 rBV 586771 826047 32.38% 4._.734%

16 18.045 2589 2594 2600 rBV 135977 195755 7.67% 1.122%
17 19.280 2801 2804 2811 rBV6 36443 63714 2.50% 0.365%
18 19.680 2867 2872 2878 rBV 2064086 2551256 100.00% 14.621%
19 20.945 3084 3087 3093 rBvV 405022 495674 19.43% 2.841%
20 21.192 3126 3129 3133 rVB 640660 749443 29.38% 4._.295%

Sum of corrected areas: 17448770
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

MC-123119-0-2-COMP-B4

. Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP010320\
: BP001518.D

: 03 Jan 2020 21:13

- Ju

. K6482-06

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

2% l\

TIC: BP001518.D

5.35 6.92 7.05

3.02 270 10.47

4.92

0
Time-->

I
300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

2000000

1500000

1000000

500000

TIC: BP001518.D
19.68

12.96
15.84

17.10
14.34

18.05 19.28 L
13.82
A

0
Time-->

12.00 12,50 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

Abundance

2000000

1500000

1000000

500000

TIC: BP001518.D

21.19

20.94

04
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001518.D

Aca On : 03 Jan 2020 21:13

Operator : JU

ﬁ?ggle i K6482-06 MC-123119-0-2-COMP-B4
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 3

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

3.02 17.23 ng 357182 1,4-Dichlorobenzene-d4 7.70
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 40 (3.022 min): BP001518.D (-35) (-) m/z 73.00 100.00%
<}
5000 43 Jk
S
3.00 320 3.40
o i .|.1°?.1.3?,1??.1?1?1.92.49 283 325355 397 432462192522 m/z 43.00 42.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 L L A N R B R
43 300 320  3.40
m/z 55.00 28.17%
e e L L I B B B B A SR W
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
3.00 320 3.40
5000 a1 m/z 87.05 26.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1996: Silane, tetramethyl- T
73 3.00 320 3.40
m/z 41.00 13.47%
5000
43
151H
||||||||||||||||||||||||||||||||||||||||||||| _|_|_|_|_|_|_|_|_|_|_|_|_|_|_|_|_|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 320 3.40

8270-BP010320.M Mon Jan 06 15:43:37 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001518.D

Aca On : 03 Jan 2020 21:13

Operator :© JU

Sample - K6482-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 14.69 ng 304537 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 363 (4.922 min): BP001518.D (-355) (-) m/z 42.95 100.00%
43
5000
101 R e
4.60 4.80 5.00 5.20
Ok A 74 | 135, 179209237 268297325855 400 442 475504 839 m/z 59.00 58.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SR RS SRR
4.60 4.80 5.00 5.20
m/z 101.00 20.79%
101
0"""'l'?'o""l""l'"' LU UL L SR L WL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
460 4.80 500 520
5000 m/z 58.00 14 .33%
o 126
mz-> 50 100 150 200 2% 300 3% 4d0 450 w0 =0
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e e
59 4.60 4.80 5.00 5.20
m/z 41.00 8.65%
5000
O.W.\ '“J"'w"""" N UL S SR SR B B NAREENARAE AR SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001518.D

Aca On : 03 Jan 2020 21:13

Operator : JU

ﬁ?ggle i K6482-06 MC-123119-0-2-COMP-B4
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 unknown7.25 Concentration Rank 1

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

7.25 72.95 ng 1512590 1,4-Dichlorobenzene-d4 7.70
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 759 (7.252 min): BP001518.D (-751) (-) m/z 132.00 100.00%
132
5000 68
0 j 16 163193221253281311341 401 442 483 531 100 720 740 780
olylld Lo { 163193221 253281311 341368 401 442 483 531 m/z 67.95 45.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S e AR RS R
7.00 7.20 7.40 7.60
3z 10 m/z 65.95 34.28%
O'wah”l” S SN DL B LI LI BRI WAL LA I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
6 7.00 720 7.40 7.60
5000 m/z 133.95 33.29%
31
O'LH'“'I”"P"W"” NI DAL BRI LA SN W B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl e B mEa A
57 132 7.00 7.20 7.40 7.60
m/z 68.95 20.51%
5000 98
0 ¥ 158189
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001518.D

Aca On : 03 Jan 2020 21:13

Operator : JU

ﬁ?ggle i K6482-06 MC-123119-0-2-COMP-B4
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.05 4.74 ng 195755 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2595 (18.051 min): BP001518.D (-2589) (-) m/z 73.00 100.00%

43 78
5000

17.80 18.00 18.20 18.40
m/z 59.95  86.04%

ol 300328357385415445 489519549

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

5000 ||||||||||||||||||||
17.80 18.00 18.20 18.40
0
157,g5213 256 m/z 42.95 85.99%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
a3 |
T T
17.80 18.00 18.20 18.40
5000 m/z 41.00 71.83%
J 129 171 214
1
oL Mﬁﬂ.y,.....h...... MM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455; Tetradecanoic acid L o
3 17.80 18.00 18.20 18.40

m/z 55.00 70.23%

5000

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001518.D

Aca On : 03 Jan 2020 21:13

Operator : JU

ﬁ?ggle i K6482-06 MC-123119-0-2-COMP-B4
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 7 2- Chloropropionic acid, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.95 13.23 ng 495674 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 95
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 3088 (20.951 min): BP001518.D (-3084) (-) m/z 57.05 100.00%
57
o .A__y,w‘_h,vﬂ/\~**~A»,Vp_jkm
NN BRI SR
207 302 20.60 20.80 21.00 21.20
Y 249 342372 417447475504 535 n/z 43.10 90 82%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57
97
5000 AUV AR AR IR
20.60 20.80 21.00 21.20
29 m/z 55.00 85.57%
O‘rv—r‘LM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene

%

R T
o1 20.60 20.80 21.00 21.20
5000 m/z 83.05 73.52%
29
25
o 111] | 154182 224252
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164113: Trifluoroacetic acid, pentadecy! ester T TR
57 20.60 20.80 21.00 21.20
o7 m/z 97.05 68.58%
5000
o ]_54182210 255 306
R o o I L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP010320\

Data File : BP001518.D

Acq On : 03 Jan 2020 21:13

Operator : JU

3?22'6 i K6482-06 MC-123119-0-2-COMP-B4
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010320.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... 3.02 17.2 ng 357182 1 7.70 414664 20.0
2-Pentanone, 4-hy... 4.92 14.7 ng 304537 1 7.70 414664 20.0
unknown? .25 7.25 73.0 ng 1512590 1 7.70 414664 20.0
n-Hexadecanoic acid 18.05 4.7 ng 195755 4 17.10 826047 20.0
2- Chloropropioni... 20.95 13.2 ng 495674 5 21.19 749443 20.0
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