LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\

Data File : BG033089.D

Aca On - 12 Mar 2018 14:54 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

agmple : J1868-03 oam1&ﬂog$4bs
isc :

ALS Vial : 7 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 G\METHODS\8270-BG022118.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 3.517 32 39 57 rvB 77981 174225 5.44% 1.268%
2 5.820 425 431 436 rBV 22148 34315 1.07% 0.250%
3 6.325 510 517 528 rBV 246316 434201 13.55% 3.160%
4 7.999 794 802 814 rBV 161184 306481 9.56% 2.230%
5 8.416 866 873 884 rBV 461656 851676 26.58% 6.198%

8.910 949 957 965 rBV 136045 241554 7.54% 1.758%
9.245 1006 1014 1024 rVB 602814 1111961 34.70% 8.093%
10.108 1153 1161 1177 rBV 548079 1020429 31.84% 7.426%
1440 1448 1457 rBV 203218 368998 11.51% 2.685%
14.150 1842 1849 1857 rBV 1408972 2262736 70.60% 16.468%

=
QOO ~NO®
=
=
\l
o
N

11 14.943 1977 1984 1989 rBV 29917 46007 1.44% 0.335%
12 15.524 2077 2083 2091 rVB2 294051 495445 15.46% 3.606%
13 16.288 2207 2213 2220 rVB2 25204 34873 1.09% 0.254%
14 16.993 2326 2333 2346 rBV 716196 1121926 35.01% 8.165%
15 17.146 2353 2359 2368 rVB 20944 34593 1.08% 0.252%
16 18.250 2540 2547 2556 rBV2 400438 619360 19.33% 4._.508%
17 19.049 2676 2683 2687 rBV2 21386 33126 1.03% 0.241%
18 20.770 2969 2976 2986 rBV 2248772 3204796 100.00% 23.324%
19 22.127 3202 3207 3217 rBV7 23418 74908 2.34% 0.545%

20 22.603 3280 3288 3299 rBV2 325631 655425 20.45% 4_770%

21 26.398 3921 3934 3954 rBV2 159651 613475 19.14% 4._465%

Sum of corrected areas: 13740510
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033089.D

Aca On : 12 Mar 2018 14:54

Operator : SJ/JU

Sample - J1868-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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: BG033089.D

2000000

1500000

1000000

9.24 10.11

500000 8.42

6.33
8.00 8.0l 11.79

3.52 5 g0

Time--> 3.50 4.00 4.50 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033089.D

20.77
2000000

1500000 14.15

1000000
16.99

500000 18.25

15.52 22.60

14.94 16.29 7.15 19.05 22.13
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Time--> 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
Abundance TIC: BG033089.D

2000000

1500000

1000000

500000

26.40
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033089.D

Aca On : 12 Mar 2018 14:54

Operator : SJ/JU

Sample - J1868-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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.

5.82 2.84 ng 34315 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 431 (5.820 min): BG033089.D (-425) (-) m/z 43.05 100.00%
43
59
5000

101 e
83 540 5.60 5.80 6.00 6.20

o.”,””,”.w“.qhhw.JI“.““.”,m“,”.”L.w.”.“”.“.“ m/z 59.05 53.80%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [TT T[T I r[rr I rrrrrr
540 5.60 5.80 6.00 6.20
59 m/z 101.05 16.-30%
101
0 21 36 | 51 ‘ 67 76 83 91 |
T T T T T e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
e e
57 540 5.60 5.80 6.00 6.20
5000 m/z 58.00 15.75%
29 101
o 2 50 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13680: 3-Heptanol, 4-methyl-
59 540 5.60 5.80 6.00 6.20
m/z 41.05 9.40%
5000
27 41
83 101
o om0 oo M
,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033089.D

Aca On : 12 Mar 2018 14:54

Operator : SJ/JU

Sample - J1868-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 2

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

8.42 70.52 ng 851676 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 874 (8.422 min): BG033089.D (-866) (-) m/z 131.95 100.00%
32
5000 68
75 103 8.00 8.20 8.40 860 8.80
0.,....,...:! .‘.‘?,.... ?:!.',....,..??,..!.,."...,.1.1?.,...., b 'm/z 68.05 41.22%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR RS AN R A
8.00 8.20 8.40 860 8.80
3, 5 78 m/z 133.95 32.28%
0'P'”I”J“'h'M'”I”'“'“'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 820 8.40 8.60 8.80
5000 67 m/z 66.05 28.33%
41 97
53 117
79
0 '|""|§€'|""|'"§9"'|""|"'§?""|}Pﬁl'"'l%?%'l""l“'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile B e
132 8.00 8.20 8.40 860 8.80
m/z 69.05 16.22%
5000
92
o273 Sl s \ m 105 g7
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 800 820 8.40 8.60 8.80

8270-BG022118.M Tue Mar 13 12:05:35 2018 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031218\
Data File : BG033089.D

Aca On : 12 Mar 2018 14:54

Operator : SJ/JU

Sample - J1868-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2- Chloropropionic acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2213 2.20ng 74908  Chrysene-d12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2- Chloropropionic acid. pentade...
2 Heptadecvl trifluoroacetate
3 Octadecvl trifluoroacetate

318 C18H35CI02
352 C19H35F302
366 C20H37F302

1000292-44-1 91
1000351-87-0 90
079392-43-1 90

005348-82-3 90
006385-15-5 90

4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI102
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

Abundance Scan 3207 (22.127 min): BG033089.D (-3202) (-) m/z 57.05 100.00%
g7
83
5000
3 191 244 281 21.80 22.00 22.20 22.40
0! m/z 55.05 96.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #159663: 2- Chloropropionic acid, pentadecy! ester
57 83
5000
21.80 22.00 22.20 22.40
29 m/z 43.05 95.06%
c,ﬂuwu,hh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
21.80 22.00 22.20 22.40
5000 m/z 83.00 73.62%
29 125
0 79 154 182 210 238 265283 334
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194196: Octadecyl trifluoroacetate
57 21.80 22.00 22.20 22.40
97 m/z 97.00 72.38%
5000
29
ok L L7 154 182 224 252 279297 328348
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
Data File : BG033089.D

Acq On : 12 Mar 2018 14:54

Operator : SJ/JU

Sample - J1868-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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]
2-Pentanone, 4-hy... 5.82 2.8 ng 34315 1 8.91 241554 20.0
unknown8 .42 8.42 70.5 ng 851676 1 8.91 241554 20.0
2- Chloropropioni... 22.13 2.3 ng 74908 5 22.60 655425 20.0
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