LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

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:\HPCHEM1I\BNA F\METHODS\8270-BF103015.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 5.047 255 259 267 rVB 1439008 1863889 39.00% 5.272%
2 5.470 293 296 298 rBY 4038874 3927778 82.18% 11.109%
3 6.499 383 386 388 rBVY 4098762 4311599 90.21% 12.195%
4 6.636 395 398 400 rBVY 4159342 4369796 91.43% 12.359%
5 6.865 416 418 420 rBV 598547 491394 10.28% 1.390%

6.933 422 424 429 rVV 96118 83425 1.75% 0.236%
7.025 429 432 434 rBV 3713300 3389777 70.92% 9.588%
7.425 464 467 469 rBV 2625765 2493716 52.18% 7.053%
8.145 528 530 533 rBvV 513269 555095 11.61% 1.570%
9.231 622 625 627 rBVY 5468632 4779521 100.00% 13.518%

=
QO ~NO®

11 9.505 647 649 651 rBvY 167877 135022 2.83% 0.382%
12 9.619 657 659 661 rBvY 834793 685757 14.35% 1.940%
13 9.905 681 684 686 rBvV 759018 649298 13.59% 1.836%
14 10.316 718 720 724 rVB2 50734 70188 1.47% 0.199%
15 10.694 750 753 755 rBV 2073257 2500908 52.33% 7.073%

16 10.819 762 764 768 rVB 42201 52662 1.10% 0.149%
17 11.379 811 813 816 rVB2 474704 549425 11.50% 1.554%
18 11.916 858 860 865 rBv2 98790 127413 2.67% 0.360%
19 12.968 950 952 955 rBV 2613623 3273771 68.50% 9.259%
20 13.882 1029 1032 1039 rBV 105713 177522 3.71% 0.502%

21 14.020 1041 1044 1046 rBvV 499149 466317 9.76% 1.319%
22 15.448 1166 1169 1172 rBV 320863 401887 8.41% 1.137%

Sum of corrected areas: 35356160
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/IZ

Sample : G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082740.D
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Abundance TIC: BF082740.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 75.86 ng 1863890 1,4-Dichlorobenzene-d4 6.86
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 39
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 259 (5.047 min): BF082740.D (-255) (-) m/z 43.10 100.00%
431
59.1
5000
1011 URRE UL UL L
4.80 5.00 5.20 5.40
0 ...,....,....,....','::..,..':J,...G?-,l....f‘??:l..,....~,|....,. m/z 59.10 60.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL LI
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 19.30%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 14.76%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.40%
5000
41.0
29.0 101.0
o o). 500 [] 730 86.0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.64 Concentration Rank 1

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

6.64 177.85 ng 4369800 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 398 (6.636 min): BF082740.D (-395) (-) m/z 132.10 100.00%
13p.1
5000 68.1
01 541 %1 J "o 650 650 TH0.
0 A ]2 S NI = =20 TR | N — m/z 68.10 44._24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R R I L R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.90%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "ok ok oko 7b0
5000 98.0 116.0 m/z 66.10 28.00%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.23%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... .
m/z--> 40 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\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Hexanol, 2-ethyl- Concentration Rank 7

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

6.93 3.40 ng 83425 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
4 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 53
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 50

Abundance Scan 424 (6.933 min): BF082740.D (-422) (-) m/z 57.10 100.00%
57.1
5000 M1 ?
70.1 83.1
| | 98.1 6.60 6.80 7.00 7.20
ol ,..L.,!...u....,....,....,...., m/z 41.10 39.04%
m/z--> 20 40 60 100 120 140 160
Abundance #13212. l Hexanol, 2-ethyl-
57.0
5000
41.0 6.60 6.80 7.00 7.20
27.0 70.0 m/z 43.05 31.66%
o | mowonpe
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
A
6.60 6.80 7.00 7.20
m/ 55.10 31.55%
5000 430 z (
29.0 83.0
ol 15.0 98.0 112.0
miz--> 20 40 60 80 100 120 140 160
Abundance #65768: Heptane, 1,1'-oxybis-
57.0 6.60 6.80 7.00 7.20
m/z 56.10 20.72%
5000
70.0
‘ ‘ 97.0
O e 40 170 1710
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Ethylhexyl mercaptoacetate Concentration Rank 6

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

9.50 4.16 ng 135022 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 86
2 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 58
3 Heptane. 3-T(ethenvloxv)methvll- 156 C10H200 000103-44-6 53
4 Decane. 4-methvl- 156 C11H24 002847-72-5 50
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 50

Abundance Scan 649 (9.505 min): BF082740.D (-647) (-) m/z 57.10 100.00%
57.1
5000 411
83.1 11|2'1 1452 9.20 9.40 9.60 9.80
o P O . m/z 71.10 67.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58150: 2-Ethylhexyl mercaptoacetate
57.0
43.0
5000 AU S
9.20 9.40 9.60 9.80
‘ 112.0 m/z 43.05 63.55%
27.0 ‘ ‘
Ol wﬂ.k A gl P70 | 120014501610
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
9.20 9.40 9.60 9.80
5000 430 m/z 41.10 42 _.73%
120 270 850 M20 10 16001840
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27011: Heptane, 3-[(ethenyloxy)methyl]-
43.0 57.0 9.20 9.40 9.60 9.80
m/z 55.10 33.94%
5000
Sl 020 040
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl0O.32 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.16 ng 70188 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(1-oxopropvl)- 178 C10H1003 002360-45-4 38
2 Phthalic acid. 2-hexvl ester 250 C14H1804 079107-80-5 38
3 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 38
4 2-Acetvlbenzoic acid 164 C9H803 000577-56-0 38
5 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 37
Abundance Scan 720 (10.316 min): BF082740.D (-718) (-) m/z 71.10 100.00%
71.1 149.0
43.1
5000
930 1510 17|7'1 10.00 10.20 10.40 10.60
ob e b W L TW/z 149.00  85.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #40825: Benzoic acid, 2-(1-oxopropyl)-
149.0
5000 SRR SRR B SRR
10.00 10.20 10.40 10.60
65.0 m/z 43.10 60.96%
27.0 93.0 121.0
X A N -1 B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149.0
10.00 10.20 10.40 10.60
5000 m/z 177.10 14.91%
56.0 122.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134728: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ... T
149.0 10.00 10.20 10.40 10.60
m/z 65.10 12.69%
5000
41.0
76.0
o L }0?01270 | 179.0 2230 267.0 A
m/z--> 0 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.64 ng 127413 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 86
2 Undecanoic acid 186 C11H2202 000112-37-8 78
3 n-Capric acid isopropvl ester 214 C13H2602 002311-59-3 53
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 860 (11.916 min): BF082740.D (-858) (-) m/z 73.10 100.00%
43.0 73.1
5000 A&“ﬁ
129.1 "
97.0 L B UL L U
erl 157.1  qg5p 2132 1160 11.80 12,00 12.20
o} m/z 43.05 87.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56047: Dodecanoic acid
73.0
43.0
5000 UL UL U IR SRR
129.0 200.0 nmnmnmnm
157.0 ' m/z 60.10 86.14%
‘ ‘ 101.0 ‘
N REC:Y m IR A BT Y
m/z--> 200 40 60 100 120 140 160 180 200
Abundance
60.0
1160 11.80 12,00 12.20
5000 43.0 m/z 55.10 76.78%
85.0 129.0
. 18.0 101.0 157.0 186.0
m/z--> 25 Jo éo 85 160 150 1&0 1&0 1éo 260 '
Abundance #65595: n-Capric acid isopropy! ester R A R
43.0 11.60 11.80 12.00 12.20
m/z 41.10 74 .87%
5000 60.0
ol 2P | i A% D70 1290 18501730 0,
miz--> "'zb""io""" 0 100 120 140 160 180 200 11.60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110615\
Data File : BF082740.D

Aca On : 5 Nov 2015 20:29

Operator : UM/I1Z

Sample : 6G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 7.61 ng 177522 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 90
Abundance Scan 1032 (13.882 min): BF082740.D (-1029) (-) m/z 57.10 100.00%
57.1
5000 AJJL«M
SR AN SN SUNUR B
139.2 168.1 13.60 13.80 14.00 14.20
Obrr el 207.0 m/z 43.10 82.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester
43.0
5000 69.0 SR NN SN SUNIUR B
13.60 13.80 14.00 14.20
m/z 55.05 79.40%
o \ L“ il 125.0 1530 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 83.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 76.19%
111.0
0 63.0 139.0 168.0 196.0 241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene D LA I o
43, 13.60 13.80 14.00 14.20
m/z 69.10 71.35%
5000
125.0
ol 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
Data File : BF082740.D

Acq On : 5 Nov 2015 20:29

Operator : UM/1Z

Sample : G4261-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 75.9 ng 1863890 1 6.86 491394 20.0
unknown6 .64 6.64 177.8 ng 4369800 1 6.86 491394 20.0
1-Hexanol, 2-ethyl- 6.93 3.4 ng 83425 1 6.86 491394 20.0
2-Ethylhexyl merc... 9.50 4.2 ng 135022 3 9.90 649298 20.0
unknown10.32 10.32 2.2 ng 70188 3 9.90 649298 20.0
Dodecanoic acid 11.92 4.6 ng 127413 4 11.38 549425 20.0
Pentafluoropropio... 13.88 7.6 ng 177522 5 14.02 466317 20.0
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