LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 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 2.140 4 9 16 rVB 217111 272822 11.07% 1.020%
2 3.446 223 231 253 rBV 480387 1522992 61.78% 5.697%
3 5.098 509 512 520 rVB 66190 76050 3.09% 0.284%
4 5.498 572 580 583 rBY 2574939 2465000 100.00% 9.220%
5 6.504 747 751 762 rBVY 2520113 2378835 96.50% 8.898%
6 6.651 772 776 779 rBVY 2789944 2422152 98.26% 9.060%
7 6.881 812 815 819 rBVY 1189531 1078698 43.76% 4.035%
8 7.039 838 842 845 rBVY 2224919 1853715 75.20% 6.934%
9 7.445 906 911 914 rBV 1621379 1474273 59.81% 5.515%
10 8.169 1030 1034 1037 rBV 1492033 1363904 55.33% 5.102%
11 9.239 1212 1216 1219 rBV 2653695 2238544 90.81% 8.373%
12 9.316 1226 1229 1232 rVB 40683 29560 1.20% 0.111%
13 9.627 1279 1282 1286 rBV 175634 174803 7.09% 0.654%
14 9.845 1315 1319 1323 rVB 115006 91521 3.71% 0.342%
15 9.922 1328 1332 1337 rBvV 1422659 1281520 51.99% 4.794%
16 10.345 1401 1404 1407 rVB 131136 98679 4 _.00% 0.369%
17 10.563 1436 1441 1444 rBV 31319 40367 1.64% 0.151%

18 10.710 1462 1466 1476 rVB 1180127 1105524 44 .85% 4_.135%
19 10.816 1482 1484 1494 rVB 100172 116494 4.73% 0.436%

20 11.269 1558 1561 1563 rBV 35924 31000 1.26% 0.116%
21 11.410 1581 1585 1588 rBV 1246120 1079833 43.81% 4_.039%
22 11.433 1588 1589 1593 rVB 61516 36665 1.49% 0.137%
23 11.792 1646 1650 1654 rBV 102722 86701 3.52% 0.324%
24 11.927 1668 1673 1677 rBvV4 44484 57113 2.32% 0.214%
25 12.586 1782 1785 1788 rBV2 34341 28053 1.14% 0.105%
26 12.621 1788 1791 1795 rVB 83146 73745 2.99% 0.276%
27 12.798 1819 1821 1825 rVB3 38195 30655 1.24% 0.115%

28 12.851 1825 1830 1835 rBV2 76384 106803 4_.33% 0.399%
29 12.992 1850 1854 1860 rVB2 1890990 2252455 91.38% 8.425%
30 13.216 1889 1892 1895 rVB 95158 72896 2.96% 0.273%

31 13.880 2001 2005 2016 rBV2 184621 227269 9.22% 0.850%
32 14.051 2030 2034 2037 rBV 1013229 949085 38.50% 3.550%
33 14.145 2048 2050 2054 rVB5 30122 31913 1.29% 0.119%
34 14.204 2057 2060 2062 rVvVv 46134 40725 1.65% 0.152%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 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 - 0 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
35 14.510 2109 2112 2114 rBV 53828 47757 1.94% 0.179%
36 14.668 2135 2139 2143 rBV 650752 578077 23.45% 2.162%
37 14.815 2162 2164 2167 rVB 51129 45422 1.84% 0.170%
38 15.157 2220 2222 2227 rVB 64188 72661 2.95% 0.272%

39 15.533 2281 2286 2297 rVB 568503 799934 32.45% 2.992%

Sum of corrected areas: 26734215
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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: BF102837.D

5 . 50 6 i 50
2500000
7.04
2000000
7.45
1500000
6.88

1000000

500000 3.45

5.10
0...,....,....,....,....,....f/.L...,....,....,....,....,...

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102837.D

2500000

2000000 12.99

1500000 817 9,92

10.71 11.41

1000000

500000

9.63
9.8 10.35 0.82 11. of| 13.22
032 | Af 1056 1124143 1179 o3 1262326

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102837.D

2500000

2000000

1500000

14.05

1000000
15.53

500000
14.82
44.20 14.51

o T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 5
R.T. EstConc Area Relative to ISTD R.T.

214 s5.06ng 272822  1,4-Dichlorobenzene-da 6.89
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 9 (2.140 min): BF102837.D (-4) (-) m/z 73.00 100.00%

73
5000 43
55
87

220 230 240 2.50 2.60

Obrrrprrrr bbby S e | M/Z 43.00  40.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA L B L B L B B
2.20 2.30 2.40 2.50 2.60
‘ 5 87 m/z 55.00 32.62%
0 2 |, 80
..W.H.P.”,”.W.H.P.”,”.w.“.P.“,”.W.H.P.”,“.w.”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 S RARRREEEES SN
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 22.13%
29
0 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 Am A Ea
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.42%
5000 55
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Isopropyl Alcohol Concentration Rank 3

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

3.45 28.24 ng 1522990 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 56
2 Propvlene Glvcol 76 C3H802 000057-55-6 46
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance Scan 232 (3.451 min): BF102837.D (-223) (-) m/z 45.00 100.00%

45
5000

320 340 360 380
394 57 61
o,....,....,....,....,....,....,....,..4.. LR | m/z 42.95 17.02%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropy! Alcohol
45

5000 R ARAREATEE S s S
3.20 3.40 360 3.80

m/z 61.00 5.84%

27
15 19 31 41
,....,...al...l,....,al.l,l...,.ﬁ%,ll.l ....,....,...53....,....,....,....,....,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45

3.20 3.40 3.60 3.80

o

5000 m/z 44.00 5.01%
29 61
o 15 19 26 | 33363942 53 57 7376
1
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol b B S M
45 320 340 360 380

m/z 57.00 2.82%

5000
1519 2731 3943 53 57 61 75
NN B A Y N < 0 PO Y S N - R

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 1

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

6.65 44 _91 ng 2422150 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102837.D (-772) (-) m/z 131.95 100.00%
32
5000 68
6 TTTTTTTTT T T T T T T T T
40 | 75 104 6.40 6.60 6.80 7.00
o..,....,....,...:l'!.‘.‘?,:!..‘,5?...|,..'..,.5.‘?.,....,.-:..,.1.1.5.,....,"...,.. m/z 68.00 39.58%
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 R R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.76%
138 ‘
O T T 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 67 m/z 66.00 26.44%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R T AR e

132 6.40 6.60 6.80 7.00
m/z 69.00 14 .88%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.16 ng 116494 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 1485 (10.822 min): BF102837.D (-1482) (-) m/z 57.00 100.00%
57
43 -
5000

10.60 10.80 11.00 11.20

9 113127 140 155 169

0 m/z 43.05 61.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 %7
5000 71 LA L L L L L LB

g5 10. 60 10 80 11. oo 11. 20
29 ‘ m/z 71.00 54 _90%
!

| “ 99 113 127 141 155 169 183 197 226

N i A e
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43
7 AR R maee S o o
10.60 10.80 11.00 11.20
5000 85 m/z 85.05 34.01%
29
99 198
o 113 127 141 155 169182
B R B B R B AL A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane T T T
57 10.60 10.80 11.00 11.20
43 m/z 41.00 22 .44%
71
5000 85
29 99
L o LA B B L LA B A o L R L e B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 7 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.88 4.79 ng 227269 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 2005 (13.880 min): BF102837.D (-2001) (-) m/z 57.00 100.00%
57
5000 M
111
R S  E ERmmsm e
I J 139 171 207 234 273 13.60 13.80 14.00 14.20
0 ,. R - JE m/z 55.00 81.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L L LB
111 13 60 13. 80 14. OO 14 20
29 m/z 43.05 78 .64%
[o) M ‘ “ ‘\ \‘\ \‘\ 4 .169 210 23\8 283 434
e ....,....,....,....,....,....
m/z--> 50 200 250 300 350 400
Abundance
57
R S  E ERmmsm e
97 13.60 13.80 14.00 14.20
5000 m/z 69.05 63.67%
125
29 169
o 147 196 224 269 420
e LA e e o e e S B e s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecy! ester L IMLLELE e e
57 13.60 13.80 14.00 14.20
m/z 83.00 62 .95%
5000
125
29
oLl ‘J153 182 224 252 297 398
i 1 T T R S  E ERmmsm e
m/z--> 50 100 15 200 250 300 350 400 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102837.D

Aca On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample : J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 8 1,3-Benzenedicarboxylic aci... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.67 12.18 ng 578077 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 58
2 DimethvImalonic acid. monochlori... 262 C13H23CI03 1000361-64-8 32
3 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 25
4 Di-n-octvl phthalate 390 C24H3804 000117-84-0 22
5 Cyclohexanamine, N-methyl- 113 C7H15N 000100-60-7 22

Abundance Scan 2139 (14.668 min): BF102837.D (-2135) (-) m/z 70.10 100.00%
70
149
5000 112
167 261
279 14.40 14.60 14.80 15.00
ol -.h AN 1,.|?3||., 3ty ‘ 189207230 | |° 818 355 ' sz 149.00  59.24%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000 L B BULL I B
14,40 14.60 14.80 15.00
279 m/z 112 .05 42 .34%
oL L Lm93\‘ 131 | | 189 232 | | 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance
70
1440 14.60 14.80 15.00
5000 m/z 57.00 41.82%
41 112
133
o 88 157 205 227
mz--> 50 100 150 200 250 300 350 jL~ﬁ,WWNﬁLJxJkﬂ,A--MW~}
Abundance #101723: Bromoacetic acid, 2-ethylhexy! ester i B
70 14.40 14.60 14.80 15.00
m/z 261.10 35.13%
5000
41 ‘ } 112
0.“.‘.H| \H .\.H..l|52...1.93|.... ——— —  RARRAREEEETEESE R RS
m/z--> 50 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102837.D

Acq On : 8 Feb 2018 1:43

Operator : SJ/JU

Sample - J1473-33 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.14 5.1 ng 272822 1 6.89 1078700 20.0
Isopropyl Alcohol 3.45 28.2 ng 1522990 1 6.89 1078700 20.0
unknown6 .65 6.65 44_.9 ng 2422150 1 6.89 1078700 20.0
Hexadecane 10.82 2.2 ng 116494 4 11.41 1079830 20.0
Heptadecyl heptaf... 13.88 4.8 ng 227269 5 14.05 949085 20.0
1,3-Benzenedicarb... 14.67 12.2 ng 578077 5 14.05 949085 20.0
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