LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101879.D

Aca On : 3 Jan 2018 23:52

Operator : SJ/JU

Sample : 17102-05

Misc :

ALS Vial : 26 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:\HPCHEM1I\BNA F\METHODS\8270-BF121417.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 5.004 492 496 515 rBV 78376 178487 6.63% 0.894%
2 5.398 560 563 602 rBY 1628079 2692968 100.00% 13.492%
3 6.422 733 737 754 rBVY 1597473 2532896 94.06% 12.690%
4 6.545 754 758 784 rVB 2251982 2482521 92.19% 12.438%
5 6.769 793 796 808 rBV 664605 706856 26.25% 3.541%

6.922 819 822 843 rBV 1701991 1783092 66.21% 8.934%
7.339 890 893 917 rBV 1035665 1478540 54.90% 7.408%
8.051 1011 1014 1033 rBvV 690052 827364 30.72% 4.145%
9.122 1192 1196 1205 rBV 1924486 1732856 64.35% 8.682%
9.527 1262 1265 1275 rVB 107201 114186 4.24% 0.572%

=
QO ~NO®

11 9.804 1309 1312 1320 rBV 703739 693318 25.75% 3.474%
12 10.604 1445 1448 1460 rBV 883659 986545 36.63% 4.943%
13 10.692 1460 1463 1468 rVB2 31437 38294 1.42% 0.192%
14 11.298 1563 1566 1577 rBV 651404 684277 25.41% 3.428%
15 12.874 1831 1834 1838 rBV 1604209 1526970 56.70% 7.650%

16 13.757 1980 1984 1991 rBV 56355 76753 2.85% 0.385%
17 13.951 2013 2017 2025 rBvV 718582 751980 27.92% 3.768%
18 14.668 2136 2139 2144 rBvV 29351 29492 1.10% 0.148%
19 14.992 2191 2194 2199 rBVvV4 30612 43465 1.61% 0.218%
20 15.356 2253 2256 2261 rVB3 29105 34445 1.28% 0.173%
21 15.421 2262 2267 2275 rBV 355227 530999 19.72% 2.660%
22 15.768 2323 2326 2331 rVvB4 23991 33130 1.23% 0.166%
Sum of corrected areas: 19959434
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF010318\
Data File : BF101879.D

Aca On : 3 Jan 2018 23:52

Operator : SJ/JU

Sample : 17102-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121417 .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: BF101879.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101879.D

Aca On : 3 Jan 2018 23:52

Operator : SJ/JU

Sample : 17102-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 5.05 ng 178487 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.998 min): BF101879.D (-492) (-) 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 4.60 4.80 500 5.20 5.40
o} S YN SNt S m/z 59.00 56.32%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T
4.60 4.80 500 5.20 5.40
59.0 1010 m/z 101.10 18.25%
27.0
0"I”"I“"I'”'I'“'I'“qu"??q'I”"I'”'I'“'I'“'I"”I"“I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 310 430 73.0 m/z 58.00 16.20%
0 84.0 1010
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A REEEE BEE L
59.0 460 480 500 520 540
m/z 41.10 9.40%
5000 41.0
0 LN 1L 1730 1260 1420
m/z--> 20 30 4'0 50 60 70 80 90 100 110 120 1§o 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101879.D

Aca On : 3 Jan 2018 23:52

Operator : SJ/JU

Sample : 17102-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 2 unknown6.55 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.55 70.24 ng 2482520 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 759 (6.551 min): BF101879.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
L
40.0 540 alo 9.1 50 6.20 6.40 6.60 6.80
o : : A E e m/z 68.10 38.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LIS L L L L L L L LB L B
6.20 6.40 6.60 6.80
0
310 510 m/z 134.00 33.87%
|

oty b L
m/z--> 40 60 80 100 120 140 160 180

6.20 6.40 6.60 6.80

m/z 66.00 24 _.07%

L

6.20 6.40 6.60 6.80

Abundance
57.0 132.0
74.0
116.0
5000 98.0
158.0 189.0
O T T T e T e T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0
41.0 97.0
‘ 117.0
ok H SLO“‘“F ...j\..”. S
m/z--> 100 120 140 160 180

m/z 69.10 14 _.70%

A

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101879.D

Aca On : 3 Jan 2018 23:52

Operator : SJ/JU

Sample : 17102-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 1-Hexadecanol, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.04 ng 76753 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 81
Abundance Scan 1985 (13.762 min): BF101879.D (-1980) (-) m/z 57.10 100.00%
57.1
97.0
5000
LB o0 e 15770 1360 1350 1900 "
o} " ..,...!,n...,...:,....,....,.... m/z 55.00 69.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107668: 1-Hexadecanol, 2-methyl-
57.0
5000 SR DA PN SN B
97.0 1340 13.60 13.80 14.00
m/z 43.05 67 .54%
m/z--> éo 100 150 260 2éo 300 350 400
Abundance
57.0
13.40 13.60 13.80 14.00
5000 97.0 m/z 83.00 58.28%
O T T o e e e B A B S e T
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate e A BAEREEEa
57.0 13.40 13.60 13.80 14.00
m/z 97.05 55.44%
97.0
5000
oL dd Al ‘ a7, o1690 238.0 283.0 434.0
m/z--> 50 100 150 200 2éo 300 350 400 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010318\
Data File : BF101879.D

Acq On : 3 Jan 2018 23:52

Operator : SJ/JU

Sample - 17102-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
2-Pentanone, 4-hy... 5.00 5.0 ng 178487 1 6.77 706856 20.0
unknown6 .55 6.55 70.2 ng 2482520 1 6.77 706856 20.0
1-Hexadecanol, 2-_... 13.76 2.0 ng 76753 5 13.95 751980 20.0
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