LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00067.D

Aca On : 04 Sep 2019 15:26

Operator : HP/JU

Sample : K4639-06

Misc :

ALS Vial : 17 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\HPCHEMI1I\BNA P\METHODS\8270-BP083019.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 2.181 10 16 23 rBvy 2109170 2609239 18.13% 2.367%
2 5.516 578 583 586 rBY 10242358 9148885 63.56% 8.298%
3 6.510 747 752 757 rBV 9729242 9793084 68.03% 8.882%
4 6.663 773 778 781 rBVY 10967875 9877774 68.62% 8.959%
5 6.716 784 787 799 rVB 443528 394030 2.74% 0.357%
6 6.893 814 817 820 rVB 3547042 2600448 18.07% 2.359%
7 7.052 840 844 847 rBVY 10392508 8190171 56.90% 7.428%
8 7.446 907 911 914 rBVY 6748089 5920600 41.13% 5.370%
9 8.175 1031 1035 1038 rBvV 4399311 3410905 23.70% 3.094%
10 9.251 1214 1218 1222 rBV 13897178 13027420 90.50% 11.816%

11 9.375 1236 1239 1242 rVB 222294 200196 1.39% 0.182%
12 9.646 1281 1285 1288 rBV 1658814 1223800 8.50% 1.110%
13 9.934 1331 1334 1338 rBV 4725183 4182222 29.05% 3.793%
14 10.728 1465 1469 1472 rBV 9489065 7700762 53.50% 6.984%
15 11.434 1585 1589 1592 rBV 5352652 4405244 30.60% 3.995%

16 11.963 1675 1679 1684 rBV 532095 512897 3.56% 0.465%
17 12.698 1799 1804 1811 rBV 329451 393315 2.73% 0.357%
18 12.757 1811 1814 1823 rVV 218896 229471 1.59% 0.208%
19 13.040 1857 1862 1865 rBV 14919513 14394512 100.00% 13.056%
20 13.522 1941 1944 1946 rBV2 150271 159729 1.11% 0.145%

21 13.945 2012 2016 2033 rBV 847816 1200611 8.34% 1.089%
22 14.098 2038 2042 2046 rBV 5080553 4232352 29.40% 3.839%
23 14.281 2069 2073 2082 rVB 168865 194097 1.35% 0.176%
24 14.586 2123 2125 2137 rVB 270361 284951 1.98% 0.258%
25 14.916 2177 2181 2185 rVB 290334 301008 2.09% 0.273%

26 15.275 2238 2242 2253 rBV 330318 387142 2.69% 0.351%
27 15.622 2295 2301 2308 rBV 3539552 4244167 29.48% 3.849%
28 15.686 2308 2312 2322 rVB 281826 379145 2.63% 0.344%
29 16.157 2387 2392 2396 rBV 197881 296280 2.06% 0.269%
30 16.204 2396 2400 2411 rVB2 101812 208296 1.45% 0.189%

31 16.704 2480 2485 2494 rVB2 82237 153421 1.07% 0.139%

Sum of corrected areas: 110256174
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00067.D

Aca On : 04 Sep 2019 15:26

Operator : HP/JU

Sample : K4639-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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: BP000067.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00067.D

Aca On : 04 Sep 2019 15:26

Operator : HP/JU

Sample : K4639-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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.

2.18 20.07 ng 2609240 1,4-Dichlorobenzene-d4 6.89
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 16 (2.181 min): BPO00067.D (-10) (-) m/z 73.10 100.00%

73
5000
43

rrrml | 220 2.30 2.40 2.50 2.60
Obrr b 1101131 167 209237266295323351379406433 _ 489 523549 m/z 43.05 27.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73 ”
5000 AL AR SR AR AR AR

2.20 2.30 2.40 2.50 2.60

43
m/z 87.10 26.19%
O L o T o o o BRI e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
R R e RAREE R R )
2.20 2.30 2.40 2.50 2.60
5000 41 m/z 55.05 21.16%
o 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60

m/z 71.10 10.90%

5000
45

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00067.D

Aca On : 04 Sep 2019 15:26

Operator : HP/JU

Sample : K4639-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 unknown6.66 Concentration Rank 1

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

6.66 75.97 ng 9877770 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 777 (6.657 min): BPO00067.D (-773) (-) m/z 132.05 100.00%
132
5000 68
40 6.40 6.60 6.80 7.00
bk, .l,l. A 181 212240266293320 354383 414441470498526 m/z 68.05 38.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL R AR R
6.40 6.60 6.80 7.00
2 m/z 134.00 32.89%
O'Jﬁ'“'w" S DAL WL BRI WAL LI UL SN WAL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 680 7.00
5000 67 m/z 66.05 25.24%
97
s
0...J‘,.ﬂ.‘u.“.,.lt..,....,.... R B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl R L R mman L
57 132 6.40 6.60 6.80 7.00
m/z 69.05 15.57%
5000 98
0 LIl 160 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00067.D

Aca On : 04 Sep 2019 15:26

Operator : HP/JU

Sample : K4639-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5

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

6.72 3.03 ng 394030 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 59
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 50
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 788 (6.722 min): BP000067.D (-784) (-) m/z 45.10 100.00%
5000
oW 6 oW 1o
ol 141 185 221249 284 332 369397 433 466495 526 m/z 59.05 43 . 78%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 ‘v—v—y—v—A—v—rﬁlLFﬁ'r‘i—v—v—%—v—v—r
7 6.40 6.60 6.80 7.00
m/z 72.10 33.57%
14 L 104
or+-r+-trtr—rr—r e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32643: Diethyl carbitol
45
6.40 6.60 6.80 7.00
5000 72 m/z 73.05 20.08%
15‘ 103
o+t - e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45 6.40 6.60 6.80 7.00
m/z 43.00 14 .26%
5000
72
ol e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00067.D

Aca On : 04 Sep 2019 15:26

Operator : HP/JU

Sample : K4639-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.33 ng 512897 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1678 (11.957 min): BPO00067.D (-1675) (-) m/z 73.00 100.00%

73

43

5000

—

11.60 11.80 12.00 12.20
m/z 59.95  78.71%

o 2%6 297 330 372404433462 503 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73

S —

5000 LA L L L L L L B
11.60 11.80 12.00 12.20
213 m/z 43.05 70.75%
157185
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
43 L&
R AR EREEEa
11.60 11.80 12.00 12.20
5000 m/z 55.00 58.77%
J 129 171 214
Ol 'WPL{.“...A.” e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid B B L
43 |73 11.60 11.80 12.00 12.20
m/z 57.10 56.34%
5000 129
199
7 242
Ol TT T | —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00067.D

Aca On : 04 Sep 2019 15:26

Operator : HP/JU

Sample : K4639-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.67 ng 1200610 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 2017 (13.951 min): BPO00067.D (-2012) (-) m/z 57.10 100.00%
57 197
5000
13.60 13.80 14.00 14.20
154
ok 411 h §2 182 216248 280308 343 379 415444 486 535 | 77 83.10  96.42%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 g3
5000 AUEAUNBAUVBARE
13.60 13.80 14.00 14.20
) m/z 97.05 87.61%
0 \ 1139167196224
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
1560 1330 14100 1820
5000 11 m/z 55.10 81.85%
oL 139167105 p33266204
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57 13.60 13.80 14.00 14.20
97 m/z 69.10 79.30%
5000
125
29 169
o LALLL, ], 20 255 406
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090419\
Data File : BP0O00067.D

Acq On : 04 Sep 2019 15:26

Operator : HP/JU

Sample - K4639-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP083019.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... 2.18 20.1 ng 2609240 1 6.89 2600450 20.0
unknown6 .66 6.66 76.0 ng 9877770 1 6.89 2600450 20.0
Ethanol, 2-(2-eth... 6.72 3.0 ng 394030 1 6.89 2600450 20.0
n-Hexadecanoic acid 11.96 2.3 ng 512897 4 11.43 4405240 20.0
Cyclohexadecane 13.95 5.7 ng 1200610 5 14.10 4232350 20.0
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