LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104085.D

Aca On - 30 Mar 2018 7:29 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J2113-02 032618-TID8-E-D-S
isc :

ALS Vial : 41 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-BF032818.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 2.287 29 34 43 rVB 266605 340966 9.46% 1.724%
2 5.193 524 528 536 rBV 63359 82227 2.28% 0.416%
3 5.598 593 597 618 rBV 248315 636186 17.65% 3.216%
4 6.598 764 767 787 rBV 147677 505312 14.02% 2.554%
5 6.734 787 790 815 rVV 1259122 1682950 46.68% 8.507%

6 6.963 826 829 852 rBV 338388 610725 16.94% 3.087%
7 7.122 852 856 879 rBV 2041925 2415311 66.99% 12.209%
8 7.534 922 926 949 rBV 1194228 1873215 51.96% 9.469%
9 8.245 1044 1047 1076 rBvV 590890 892826 24.76% 4_.513%
10 9.322 1225 1230 1245 rBV 2874443 3605349 100.00% 18.225%
11 9.710 1291 1296 1302 rBV 66588 83264 2.31% 0.421%
12 9.910 1327 1330 1334 rBvV 47446 37941 1.05% 0.192%
13 10.004 1343 1346 1358 rVB 805432 898783 24.93% 4.543%
14 10.410 1413 1415 1418 rVB 81581 59749 1.66% 0.302%
15 10.663 1455 1458 1460 rBV 47742 41867 1.16% 0.212%

16 10.798 1477 1481 1493 rBV 935563 1230970 34.14% 6.222%
17 10.886 1493 1496 1506 rVB 77477 114550 3.18% 0.579%
18 11.498 1597 1600 1617 rBV 613197 829643 23.01% 4.194%
19 12.880 1829 1835 1838 rBV 60218 50528 1.40% 0.255%
20 13.086 1865 1870 1890 rBV 2117867 2496106 69.23% 12.618%

21 13.963 2015 2019 2026 rBV 63431 85406 2.37% 0.432%
22 14.151 2048 2051 2062 rBV 480709 640316 17.76% 3.237%
23 15.692 2305 2313 2330 rBvV 295163 568461 15.77% 2.874%

Sum of corrected areas: 19782651
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104085.D

Aca On - 30 Mar 2018 7:29

Operator : JU/SJ

Sample : J2113-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104085.D
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Abundance TIC: BF104085.D
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Abundance TIC: BF104085.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104085.D

Aca On : 30 Mar 2018 7:29

Operator : JU/SJ

Sample : J2113-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

2.29 11.17 ng 340966 1,4-Dichlorobenzene-d4 6.97
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 35 (2.293 min): BF104085.D (-29) (-) m/z 73.10 100.00%

B
5000
43 55 87

220 240 2.60

Obrr e e e et e e e e || M/z 43.05 31.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 43 220 240 260
87 m/z 87.10 25.04%
0 m‘ 37 | 49 67, . 101 /\
R UL FULR UL I UL IR I A I B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 e ——
220 240 2.60
5000 41 55 m/z 55.10 24 .24%
29
S A1 .- | O £ M . L S-S - B
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T T
73 220 240 2.60

m/z 71.10 11.07%

5000
45

29

39 | 55 g7 101

o

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104085.D

Aca On : 30 Mar 2018 7:29

Operator : JU/SJ

Sample : J2113-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 5

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

5.19 2.69 ng 82227 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 528 (5.193 min): BF104085.D (-524) (-) m/z 43.00 100.00%
43
59
5000
101 ] e
83 480 5.00 520 5.40 5.60
Ot 2T m/z 59.00  61.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SRS RN U L
480 5.00 520 5.40 5.60
m/z 101.00 23.13%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 500 520 540 560
5000 m/z 57.95 13.28%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A R
59 480 5.00 520 5.40 5.60
m/z 41.00 9.57%
5000 41
o [l s 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104085.D

Aca On : 30 Mar 2018 7:29

Operator : JU/SJ

Sample : J2113-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 3 unknown6.73 Concentration Rank 2

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

6.73 55.11 ng 1682950 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 789 (6.728 min): BF104085.D (-787) (-) m/z 132.00 100.00%
5000 68 A\\‘
96 A S RN AN LS
40 54 7 o7 5 6.40 6.60 6.80 7.00
0 e AR ma m/z 68.05 43.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BESSERESERE SRR RAR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.28%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.53%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.40 6.60 6.80 7.00
m/z 69.05 17.09%
5000 67
97
‘ o ‘ 117
0....‘,‘..“.‘. lies e |
m/z--> 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104085.D

Aca On : 30 Mar 2018 7:29

Operator : JU/SJ

Sample : J2113-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.89 2.76 ng 114550 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1497 (10.892 min): BF104085.D (-1493) (-) m/z 57.10 100.00%

g7
71

5000

10.60 10.80 11.00 11.20

0 m/z 71.05 75.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 71
85
5000 LA L L L L L LB

10. 60 10 80 11. 00 11. 20
29 99 m/z 43.05 58.86%

s | | MP127141185 169 183 197 211 240

0,,,,,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
T T
10.60 10.80 11.00 11.20
5000 71 m/z 85.05 43.79%
85
29
0 99 113 127 141 155 169 183197 226
T T T e T T T e T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57 10.60 10.80 11.00 11.20
43 m/z 41.00 28.03%
71
5000 85
29 99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104085.D

Aca On : 30 Mar 2018 7:29

Operator : JU/SJ

Sample : J2113-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.96 2.67 ng 85406 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90

Abundance Scan 2019 (13.963 min): BF104085.D (-2015) (-) m/z 57.05 100.00%
g7 83
5000 111
3 | 139 281 13.60 13.80 14.00 14.20
o— Lt ey m/z 83.05 89.67%
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000
111 13.60 13.80 14.00 14.20
- m/z 97.05 81.36%
A M H L “L ‘139 19191210 B0 o
m/z--> 50 200 250 300 350
Abundance
57
97
13.60 13.80 14.00 14.20
5000 m/z 43.10 77.58%
29 125
o 79 154 182 210 238 283 384
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester RS B
4 13.60 13.80 14.00 14.20
69 m/z 55.05 77 .25%
97
5000
125
04 J \ LH l. hl$3 196 224
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\
Data File : BF104085.D

Acq On : 30 Mar 2018 7:29

Operator : JU/SJ

Sample - J2113-02

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.29 11.2 ng 340966 1 6.97 610725 20.0
2-Pentanone, 4-hy... 5.19 2.7 ng 82227 1 6.97 610725 20.0
unknown6.73 6.73 55.1 ng 1682950 1 6.97 610725 20.0
Heptadecane 10.89 2.8 ng 114550 4 11.50 829643 20.0
Heptadecyl heptaf... 13.96 2.7 ng 85406 5 14.15 640316 20.0
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