LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039033.D

Aca On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample : K1088-03

Misc :

ALS Vial : 13 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 G\METHODS\8270-BG010919 .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

3.146 6 10 17 rvVB2 11460 16422 1.06% 0.209%
3.704 101 105 117 rBV 11293 20306 1.32% 0.258%
rBv 16274 26081 1.69% 0.332%
5.578 416 424 436 rBvV 293905 496960 32.21% 6.322%
7.188 690 698 711 rBV 337793 608348 39.44% 7.739%
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7.558 753 761 773 rBV 314113 547927 35.52% 6.970%
8.029 835 841 852 rBV 67991 112106 7.27% 1.426%
8.352 889 896 904 rVB 221051 392631 25.45% 4_.995%
9.210 1033 1042 1059 rBvV 182299 348599 22.60% 4._.435%
10.849 1314 1321 1328 rBVY 92146 163241 10.58% 2.077%

=
QO ~NO®

11 13.287 1729 1736 1747 rBV 534126 839393 54.41% 10.678%
12 14.116 1871 1877 1884 rVB 74464 111122 7.20% 1.414%
13 14.674 1965 1972 1984 rVB2 161844 273830 17.75% 3.483%
14 16.160 2219 2225 2244 rBV 552278 884180 57.32% 11.248%
15 17.418 2433 2439 2450 rBvV 255479 394207 25.55% 5.015%

16 20.020 2876 2882 2889 rBV 1155302 1542648 100.00% 19.624%

17 21.289 3093 3098 3109 rBV2 38061 72303 4.69% 0.920%
18 21.695 3161 3167 3175 rVB2 276434 465718 30.19% 5.924%
19 23.134 3407 3412 3418 rVB6 11719 22540 1.46% 0.287%
20 23.328 3438 3445 3453 rBV3 9076 18721 1.21% 0.238%
21 23.939 3541 3549 3557 rBV5 10242 23783 1.54% 0.303%
22 24.891 3704 3711 3716 rBv4 8556 21399 1.39% 0.272%

23 24.979 3716 3726 3741 rVB2 161880 458422 29.72% 5.832%

Sum of corrected areas: 7860887
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039033.D

Aca On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample : K1088-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L

TIC Integration Parameters:

LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: BG039033.D

5.58 7.19 7.56

8.35
9.21

10.85
A5 370 5.11

8.03

Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

1000000

800000

600000

400000

200000

TIC: BG039033.D

20.02

13.29 16.16

17.42 21.69

14.67

14.12 21.99

Time-->

05
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 20.50 21.00 21.50 22.00 22.50

Abundance

1000000

800000

600000

400000

200000

TIC: BG039033.D

24.98

232333 23.94 24.89

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:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039033.D

Aca On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample : K1088-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 6

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

3.15 2.93 ng 16422 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
4 1.3-Dioxolane. 2-(dichloromethvl)- 156 C4H6CI1202 002612-35-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 5

Abundance Scan 11 (3.152 min): BG039033.D (-6) (-) m/z 73.00 100.00%
73
5000
43 55 87
3|9 a7 | | 3.20 3.30 3.40 3.50 3.60
0""I""I""I""I""I'"'I""I!I'"I""'I""I""I""I""I" e m/z 43.00 29.14%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A R R I IR U

43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 28.47%

29
26 33 39 | 46 50 | 59 6770 | 80

Ofrrrrprerprrrr e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
55 R R e o S RREEEREaEE
43 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 22 .51%
27 39
0 ”..P..ﬁé.“,.”.,”llJ..w..ui.L:l“..ﬁ%:q:l“,.“.,”.z?.i,.“.ﬁ%.q..”,.”.,“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #827: 1-Propene-1-thiol R R
73 3.20 3.30 3.40 3.50 3.60
m/z 71.00 14 _.25%
5000
45
42
0 39 | \ 4952555861 65 70 |76
T T A T e e e e e R R o R RREEEREaR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.20 3.30 340 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039033.D

Aca On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample : K1088-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 R-(-)-1,2-propanediol Concentration Rank 4

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

3.70 3.62 ng 20306 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 Hvdrazine. proovl- 74 C3H10N2 005039-61-2 9
4 Propnvlene Glvcol 76 C3H802 000057-55-6 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 104 (3.698 min): BG039033.D (-101) (-) m/z 45.00 100.00%
45
5000
2 5861 340 360 380 400
Orrprrrrprrerpreerprerrprerepreerperee e e e ey m/z 42.90 15.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45
5000 AR L I

3.40 3.60 3.80 4.00
m/z 44.00 7.87%

29
19
0 1215 2g| 33 3043 | 535761 76
e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
45
3.40 3.60 3.80 4.00
5000 m/z 61.00 7.11%
27 31 61
o 15 19 3942 53 57 6 75
 Raaas B AR AR nd A L B e SRR A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #789: Hydrazine, propyl- e  REm e
45 3.40 3.60 3.80 4.00
m/z 41.90 4.93%
5000
74
31 41
[l i 5659
) NNNENNNNSSENMNMESHSNS 1S FSSSSN. P 1 SSNNN USRS CHNNS——
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039033.D

Aca On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample : K1088-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 4.65 ng 26081 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 40
3 3-Hexanol 102 C6H140 000623-37-0 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 344 (5.108 min): BG039033.D (-340) (-) m/z 43.00 100.00%
43
59
5000
s "4k 500 520 540
o..,....,....',|::.‘.‘?..'!-I,....,....,E.‘?..,....,|....,. m/z 59.00 63.82%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IS RS RS LR
4.80 5.00 520 5.40
59 101 m/z 101.00 20.03%
0 21 3 38 | 48 53, ” 67 72 77 83 91 96,
mz-> 20 30 40 50 60 70 8 90 100 110
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43
59 L I L L N e
29 480 500 520 540
5000 m/z 58.00 17.61%
101
73
| 3#\ 1 | ‘ 86
S S B S N SR BRI SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4417: 3-Hexanol
50 4.80 5.00 520 5.40
m/z 41.00 11.82%
5000 31 43 3
0 2\#\‘ 33“\\ 53\\ , 67 84 101
mz-> 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039033.D

Aca On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample : K1088-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.56 Concentration Rank 1

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

7.56 97.75 ng 547927 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 12

Abundance Scan 761 (7.558 min): BG039033.D (-753) (-) m/z 132.00 100.00%
32
5000 o8
40 ‘ 75 % 720 7.40 7.60 7.80
103 . . . .
o..,....,....,...:l'!.‘.‘?,!!.61'-,..':.,.5?“?.,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.00 36.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 A

7.20 7.40 7.60 7.80
m/z 133.90 32.33%

il I\
ol'l N Ol |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
R B
7.20 7.40 7.60 7.80
5000 m/z 66.00 28.99%
104
51 oo, 66 77
ol 14 27 37 445 58 . 89 97 | 115
e e Bl B L e RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e
132 7.20 7.40 7.60 7.80
m/z 69.00 16.87%
5000 67
41 97
53 117
SN YR V-1 S U A G A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039033.D

Aca On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample : K1088-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.11 ng 72303 Chrysene-d12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 95
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 3098 (21.289 min): BG039033.D (-3093) (-) m/z 57.00 100.00%
5
5000 11
139 207 282 355 21.00 21.20 21.40 21.60
ol et | m/z 55.00 87.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
g7
83
5000
11 21.00 21.20 21.40 21.60
0
- | \ 0 169 10 m/z 83.00 78 .55%
0 ..J..,-.l.-..-u.]l.le A N ...
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
a7 83
21.00 21.20 21.40 21.60
5000 11 m/z 43.00 77.71%
29 169
196
o ,l,,’,= 0 O e S S -2
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
g7 21.00 21.20 21.40 21.60
83 m/z 97.00 74.62%
5000 111
29
o | ’ | | |M0 182210 255 a0
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010919\
Data File : BG039033.D

Acq On : 9 Jan 2019 23:05

Operator : JU/SJ

Sample - K1088-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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... 3.15 2.9 ng 16422 1 8.03 112106 20.0
R-(-)-1,2-propane. .. 3.70 3.6 ng 20306 1 8.03 112106 20.0
2-Pentanone, 4-hy... 5.11 4.7 ng 26081 1 8.03 112106 20.0
unknown? .56 7.56 97.8 ng 547927 1 8.03 112106 20.0
Heptafluorobutyri... 21.29 3.1 ng 72303 5 21.69 465718 20.0
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