LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102814.D

Aca On > 7 Feb 2018 14:41

Operator : SJ/JU

Sample : J1455-01

Misc :

ALS Vial : 10 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-BF020318.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 2.152 6 11 28 rVB 1153936 1564214 31.07% 4.043%
2 2.528 66 75 80 rvB 147543 213578 4.24% 0.552%
3 5.098 509 512 521 rVB 75581 85974 1.71% 0.222%
4 5.493 574 579 582 rBY 2709958 2434792 48.37% 6.293%
5 6.498 745 750 753 rBY 1843974 1505115 29.90% 3.890%
6 6.645 771 775 779 rBVY 3874776 4009489 79.65% 10.362%
7 6.881 811 815 818 rBVY 1312271 1101743 21.89% 2.847%
8 7.040 837 842 845 rBVY 3813909 3606557 71.65% 9.321%
9 7.445 905 911 914 rBVY 2995400 3162491 62.82% 8.173%
10 8.163 1028 1033 1036 rBvV 1757729 1497457 29.75% 3.870%
11 8.981 1166 1172 1177 rBV6 29510 52242 1.04% 0.135%

12 9.239 1210 1216 1219 rBV 5245694 5033916 100.00% 13.010%
13 9.916 1327 1331 1335 rBV 1660546 1584668 31.48% 4_.096%
14 10.181 1373 1376 1380 rBV 117585 132157 2.63% 0.342%
15 10.216 1380 1382 1393 rVB2 94818 137186 2.73% 0.355%

16 10.363 1404 1407 1409 rBV3 51695 60980 1.21% 0.158%
17 10.381 1409 1410 1417 rVB2 81881 103657 2.06% 0.268%
18 10.563 1439 1441 1448 rBV3 65104 113048 2.25% 0.292%
19 10.639 1448 1454 1457 rBV 181201 275848 5.48% 0.713%
20 10.710 1461 1466 1469 rBV 3034771 3137197 62.32% 8.108%

21 11.404 1580 1584 1588 rBV 1689506 1546402 30.72% 3.997%
22 11.922 1667 1672 1676 rBV2 170156 190082 3.78% 0.491%
23 12.710 1803 1806 1813 rBV2 59979 64792 1.29% 0.167%
24 12.992 1849 1854 1857 rBV 4382950 4645837 92.29% 12.007%
25 14.045 2029 2033 2045 rVB 1413247 1378788 27.39% 3.563%

26 15.521 2278 2284 2295 rBV 754649 1054582 20.95% 2.726%

Sum of corrected areas: 38692792
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA F\DATA\BF020718\
: BF102814.D

: 7 Feb 2018 14:41

: SJ/JU

: J1455-01

: 10 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102814.D

Aca On : 7 Feb 2018 14:41

Operator : SJ/JU

Sample : J1455-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

215 28.40ng 1564210  1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
ilane. tetramethvl- 88 C4H12Si 000075-76-3 35
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 11 (2.152 min): BF102814.D (-6) (-) m/z 73.00 100.00%

73
5000 43
55 87

220 230 240 2.50 2.60

Obrrrprrrrrrrrr e SO 83 L M7Z 43.00  43.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- \/\
73
5000 AN AR UL AN UL
2.20 2.30 240 2.50 2.60
5 87 m/z 54.95  32.45%
o T \‘ |, 80
|||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
87 A U AR A UL
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 25.32%
29
o 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R A R  RRA

73 220 230 2.40 2.50 2.60
m/z 41.00 13.41%

5000 e
15 ‘\ \W\ 1 63 ||, 83 8 115
S N S S L M .- N - S - B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102814.D

Aca On : 7 Feb 2018 14:41

Operator : SJ/JU

Sample : J1455-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroethylene Concentration Rank 4

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

2.53 3.88 ng 213578 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroethvlene 130 C2HCI3 000079-01-6 98
2 Bis(chloromethvl) sulfide 130 C2H4CI2S 003592-44-7 53
3 Benzene. 1-chloro-2-fluoro- 130 C6HACIF 000348-51-6 25
4 2-Fluoro-5-chloropvrimidine 132 C4H2CIFN2 062802-37-3 25
5 Benzene, 1-chloro-4-fluoro- 130 C6HA4CIF 000352-33-0 22

Abundance Scan 75 (2.528 min): BF102814.D (-66) (-) m/z 94.90 100.00%
95 132
5000 60
a7 47 o 220 240 260 280
O e e e e e e e e m/z 131.90 96 .30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13131: Trichloroethylene
95 130
5000 60 NSRS RN
220 240 2.60 2.80
47 m/z 129.90 95.01%
Loz B T 0 8
m/z--> 10 20 30 40 50 60 70 80 90 160 110 120 130 140
Abundance
95
220 240 260 280
5000 m/z 96.90 63.38%
@ 130

14 28 36 52 59 g7 81

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13374: Benzene, 1-chloro-2-fluoro- e
130 220 2.40 2.60 2.80
m/z 59.90 48.17%
5000 95
50 75
oL 15 27, 37 0 6188 | g4 | 10mm
R B L B A AARAREEEE S B ARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102814.D

Aca On : 7 Feb 2018 14:41

Operator : SJ/JU

Sample : J1455-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.65 Concentration Rank 1

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

6.65 72.78 ng 4009490 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF102814.D (-771) (-) m/z 131.95 100.00%
132
5000 68
20 54 | % ‘ " 640 6.60 6.80 7.00
75 104 . . .
o N AP SR/ A M SN N m/z 68.00 37.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS L R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.86%
38 ‘
O P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 65.95 25.04%
104
oL 14 27 374451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- e
132 6.40 6.60 6.80 7.00
117 m/z 69.00 14.41%
5000
- 91
o35 27 3 Steg P Ty | ogl® -
m/z--> 10 20 §0 40 55 60 70 80 90 160 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102814.D

Aca On : 7 Feb 2018 14:41

Operator : SJ/JU

Sample : J1455-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Pentenoic acid, 4-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.64 3.48 ng 275848 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentenoic acid. 4-phenvl- 176 C11H1202 053774-19-9 58
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 50
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 50
4 Benzene. (2-chloro-2-butenvl)- 166 C10H11ClI 054411-12-0 47
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 47
Abundance Scan 1454 (10.639 min): BF102814.D (-1448) (-) m/z 131.00 100.00%
1
5000 176
158
10.40 10.60 10.80 11.00
o A48 b 190 m/z 176.10 51.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42329: 3-Pentenoic acid, 4-phenyl-
131
5000 o1 176
10.40 10.60 10.80 11.00
115 m/z 115.00 33.59%
39 Sl g3 77 03 | 158
0.|....‘l‘l.“.‘.|‘.‘...‘lu.l.|H....N.l‘..l....‘l....‘l....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
" 10.40 10,60 10.80 11.00
5000 m/z 91.00 26 .05%
146
91 118
27 39 51 65 77 104
O T T T T T T T T T
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- e SR
131 10,40 10.60 10.80 11.00
m/z 157.95 25.98%
5000
o1 146
115
27 39 51 63 77 ‘ 103 ‘ ‘
Oulu‘u||‘|||“|‘||‘l‘|||“|||||||||l‘l|‘l‘l||l“|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102814.D

Aca On : 7 Feb 2018 14:41

Operator : SJ/JU

Sample : J1455-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.46 ng 190082 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1672 (11.922 min): BF102814.D (-1667) (-) m/z 73.00 100.00%
43 60 73
5000 129
7 115 L BB B B i
01 143157171185199213227 256 11'60 11.80 12.00 12.20
(o} m/z 60.00 98.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B SN LN B

11. 60 11. 80 12. 00 12 20

m/z 43.00 89.54Y%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
O IR I I e o
11.60 11.80 12.00 12.20
5000 129 m/z 55.00 86 .54%
29 g7
115 | 143 199 242
101 157171185
oL 15 rl 213226
T R LAREA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e A REEEEEasS
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 86.48%
5000 129
7 185 228
01115 | 1435171
o \ 0 i W ol . 0 W B e ocoocoliuiuttin
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102814.D

Acq On > 7 Feb 2018 14:41

Operator : SJ/JU

Sample - J1455-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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... 2.15 28.4 ng 1564210 1 6.88 1101740 20.0
Trichloroethylene 2.53 3.9 ng 213578 1 6.88 1101740 20.0
unknown6 .65 6.65 72.8 ng 4009490 1 6.88 1101740 20.0
3-Pentenoic acid,... 10.64 3.5 ng 275848 3 9.92 1584670 20.0
n-Hexadecanoic acid 11.92 2.5 ng 190082 4 11.40 1546400 20.0
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