LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\

Data File : BF089611.D

Aca On : 5 Aug 2016 4:08 Instrument :
Operator : UM/SJ BNA_F

Sample  : H4345-01 Sl
Misc i PURGE-WATER
ALS Vial : 19 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-BF080416.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 5.347 326 329 344 rVB 31511 113808 1.29% 0.711%
2 7.096 480 482 499 rVB 201758 469615 5.32% 2.934%
3 7.439 510 512 526 rBV 119511 232302 2.63% 1.452%
4 7.679 531 533 554 rVB 288990 488191 5.53% 3.051%
5 8.353 589 592 602 rBV 143408 327933 3.71% 2.049%

9.188 616 665 667 rBv2 654676 8832893 100.00% 55.194%
9.405 676 684 687 rvv3 101106 413727 4.68% 2.585%
9.473 687 690 697 rvv 248343 420164 4.76% 2.625%
11.245 843 845 854 rVB 532001 726232 8.22% 4 ._.538%
11.542 868 871 874 rBV 100296 133364 1.51% 0.833%

=
QO ~NO®

11 12.296 934 937 949 rvVv 333924 538635 6.10% 3.366%
12 12.696 969 972 983 rBV 111195 293003 3.32% 1.831%
13 13.062 1002 1004 1010 rVvv3 45649 170116 1.93% 1.063%
14 13.439 1036 1037 1046 rBV 78404 157361 1.78% 0.983%
15 13.576 1046 1049 1057 rvB2 317887 488124 5.53% 3.050%

16 13.782 1064 1067 1070 rBV 155946 279407 3.16% 1.746%
17 14.068 1090 1092 1103 rVB 43420 92550 1.05% 0.578%
18 14.685 1143 1146 1159 rVB 291682 421267 4.77% 2.632%
19 15.691 1232 1234 1242 rBV 92794 137715 1.56% 0.861%
20 17.040 1350 1352 1359 rBV 277163 425384 4.82% 2.658%

21 17.200 1363 1366 1368 rBV 252240 331648 3.75% 2.072%
22 18.377 1467 1469 1474 rVV 179104 298820 3.38% 1.867%
23 20.046 1613 1615 1622 rVB 134645 211086 2.39% 1.319%

Sum of corrected areas: 16003345
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF080416.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: BF089611.D
800000

600000

400000
7.68

200000 710

5.35
O T T T e T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF089611.D
800000

I T
6.00 6.50

I
7.00 7.50 8.00 8.50 9.00

9.19

600000
11.24

400000

12.30 13.58

200000

04
Time--> 950 10.00 1050 11.00 11.50 12.00 12,50 13.00 13.50 14.00 1450 1500 15.50 16.00 16.50
Abundance TIC: BF089611.D
800000
600000
400000
17.94 50
200000 18.38
20.05
e e e e B T e R T o B e o o
Time--> 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 2150 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 unknown7.10 Concentration Rank 3

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

7.10 40.43 ng 469615 1,4-Dichlorobenzene-d4 7.44
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 17
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 482 (7.096 min): BF089611.D (-480) (-) m/z 132.00 100.00%
132
5000 68 K\\__
96 R LA R UL I
40 48 54 62|| 75 87 | 104 ‘ 6.80 7.00 7.20 7.40
R o e e T LR o B AT m/z 68.10 39.12%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L R L I I
6.80 7.00 7.20 7.40
78 m/z 134.00 31.31%
Twa
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 67 m/z 66.10 26.26%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e EERsawEEEE ST
132 6.80 7.00 7.20 7.40
m/z 96.10 15.56%
5000
104
51 65 78
'"'I"'a?""iu"'l'ﬁl'l"JMI'"'?%"'I'J"I'}}7I""I"" T R L R UL I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Hexanoic acid, 2-ethyl- Concentration Rank 1

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

9.19 420.45 ng 8832890 Naphthalene-d8 9.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Heptanoic acid. 2.6-dimethvl-, m._. 172 C10H2002 033315-72-9 40
4 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 072983-16-5 40
5 1,4-Dioxane 88 C4H802 000123-91-1 37

Abundance Scan 665 (9.188 min): BF089611.D (-616) (-) m/z 73.10 100.00%
73
5000
) ///////////ﬂt
101 N VA DAL
un |129 8.80 9.00 9.20 9.40 9.60
A e — m/z 88.10  78.13%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000 N N L--- U
41 880 9.00 9.20 9.40 9.60
101 m/z 41.10 32.11%

Aol W)L ﬂ A
m/z--> 50 100 150 200 250 300 350
Abundance
43 88

8.80 9.00 9.20 9.40 9.60

5000 71 m/z 57.10 29.68%
109 135155173 214 242 272 294313 355
— T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #39614: Heptanoic acid, 2,6-dimethyl-, methy! ester
88 8.80 9.00 9.20 9.40 9.60

m/z 55.10 22 .74%

5000
41 9
15\\ H ﬁ\ Il \\‘ 12\9 157

T
m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 5

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

9.40 19.69 ng 413727 Naphthalene-d8 9.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1l-meth... 156 C10H200 015356-70-4 91
2 Levomenthol 156 C10H200 002216-51-5 91
3 dI-Menthol 156 C10H200 000089-78-1 90
4 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 002216-52-6 90
5 Cyclohexanol, 5-methyl-2-(1-meth... 156 C10H200 001490-04-6 86

Abundance Scan 684 (9.405 min): BF089611.D (-676) (-) m/z 71.10 100.00%
Mm o8 g5
4
5000 123
P"W"”I'”'I”'Ap'
| ||‘ I | 1?9 138 9.00 9.20 9.40 9.60 9.80
e e pr et bt e | M/ZZz 81.100 96.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #28386: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
71 81
95
5000 R L SR R R
41 55 123 9.00 9.20 9.40 9.60 9.80
0
. ‘ ‘ 100 - m/z 95.10  84.43%
'w}ﬂw'“Mw'“m*“lM'WH“Hlijm'ﬁhwv'”w'”l”“l“'w'“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
71 81
41 % SN\ VA N S
55 9.00 9.20 9.40 9.60 9.80
5000 m/z 55.10 62.79%
123
109 138
63
wmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #28221: dI-Menthol
M og 9.00 9.20 9.40 9.60 9.80
95 m/z 41.10 57 .89%
41 g
5000
27 123 138
| | e
"P”'P”lﬁ”jJ“'PM*ﬁ%lh”“Lm'thP”JL”'P“'P““P”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.54 4.95 ng 133364 Acenaphthene-d10 12.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HONO2 000621-42-1 58
3 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 58
4 Pvridine. 2-butvl-. l-oxide 151 C9H13NO 031396-32-4 53
5 Acetaminophen 151 C8HONO2 000103-90-2 53
Abundance Scan 871 (11.542 min): BF089611.D (-868) (-) m/z 43.05 100.00%
43 109
5000 151
69 85
57 11.20 11.40 11.60 11.80
123
...,....',|...'.',-'| -,'~.|.-.'9.7,.'."..,-...1.3,7..:.,.1?.9.,....,...., m/z 109.10 87.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 LA AR A
11.20 11140 1160 11.80
57 69 g5 m/z 151.10 46.98%
169
15 2 Ll m\ H\\,‘,\%f,\\\l‘llﬁg’,}?f”1,|,,\” 192 o1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
1120 11.40 11.60 11.80
5000 151 m/z 41.10 22 .63%
43
80
15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline T .”.‘."‘,"m/r.
109 11.20 11.40 11.60 11.80
m/z 85.10 18.22%
5000
151
15 27 41 53 65 M 92 | 122136 |
m/z--> 20 45 éo 80 100 120 140 160 180 200 11.20 11140 1160 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 6 1H-Benzotriazole, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.70 10.88 ng 293003 Acenaphthene-d10 12.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 95
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 76
4 1H-Indol-5-0l 133 C8H7NO 001953-54-4 76
5 Benzene, l-azido-2-methyl- 133 C7H7N3 031656-92-5 74
Abundance Scan 972 (12.696 min): BF089611.D (—369) ) m/z 104.10 100.00%
104
133
5000 77
I“ 63 12.40 12.60 12.80 13.00
et it et e e e e m/z 133.00 58.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104
133
5000 SRR R FR A
77 nmnmnmnm
m/z 77.10 37 .58%
"w"'w'??w"w"'w"'w"'w"'w"'gq"" "'%%§w"'J"w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
104 133
AR AR RARRARARS
12.40 12.60 12.80 13.00
5000 m/z 78.10 35.76%
78
51
5 27 ¥ 63 90
mmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14732: 2H-Indol-2-one, 1,3-dihydro- R B A . T
104 133 1240 12.60 12.80 13.00
. m/z 105.10 26 .85%
5000
51
27 ‘
..“.”“.&“.ﬂh.”,hn,m‘,AL,””,”..J:.”.WH.WH.W.. AV N B VW .”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 Benzenesulfonamide, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.44 5.84 ng 157361 Acenaphthene-d10 12.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HONO2S 000088-19-7 95
2 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 47
3 4-(2-Aminoethvl)benzenesulfonamide 200 C8H12N202S 035303-76-5 33
4 Gluconic acid 196 C6H1207 000526-95-4 23
5 Benzene, l-methyl-4-nitro- 137 C7H7NO2 000099-99-0 14
Abundance Scan 1037 (13.439 min): BF089611.D (-1036) (-) m/z 90.10 100.00%
106
5000 65
39
51 77 o1 B 1se 171 13.20 13.40 13.60 13.80
S e e e o m/z 91.10 70.68%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #39304: Benzenesulfonamide, 2-methyl-
90
106
5000
65 13.20 13.40 13.60 13.80
39 137 171 m/z 106.10 66.06%
51 77 154
I"'JN'h'IM'MH'JI'IA"??4'JP"MI"”I""I”
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
90
13:20 13.40 13,60 13.80
5000 m/z 65.00 41.82%
63
39 51 74
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #61552: 4-(2-Aminoethyl)benzenesulfonamide A Ema e Ry na
30 13.20 13.40 13.60 13.80
m/z 89.10 35.14%
5000 90
4050 88 77 | 07118 19 154 171180 200 A
mz-> 20 40 60 80 100 120 140 160 180 200 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 9 Benzenesulfonamide, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.78 13.27 ng 279407 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 98
2 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 83
3 Thiosulfuric acid. S-I2-I3-(4-me... 381 C12H19N305S3 1000255-60-3 80
4 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 72
5 2,2-Dimethyl-1,3-propanediol bis... 412 C19H2406S2 022308-12-9 43
Abundance Scan 1067 (13.782 min): BF089611.D (-1064) (-) m/z 91.10 100.00%

g1
5000
65 171

39 l 130 | 13.40 13.60 13.80 14.00 14.20
gl 94— m/z 65.05 30.17%
miz--> 50 100 150 200 250 300 350
Abundance #39308: Benzenesulfonamide, 4-methyl- JL
9
5000 171 ---- NNV

13 40 13. 60 13. 80 14. OO 14 20

m/z 171.00 29.49%

A ‘ il b :Jbg 139 A !
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
91

171 13 40 13. 60 13. 80 14. 00 14.20

5000 65 m/z 155.00 27 .92%
4 109128148 208228 254274 296 319
e L e e e L
m/z--> 50 100 150 200 250 300 350
Abundance #202690: Thiosulfuric acid, S-[2-[3-(4-methylbenzenesulfon... S
91 13 40 13. 60 13. 80 14. 00 14. 20

m/z 107 .05 21.96%

5000 65 171
4
(413 139 | | 191 225 254 285 381

m/z--> 50 100 150 200 250 300 350 13 40 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 10 Methoxyacetic acid, cyclohe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .07 4.39 ng 92550 Phenanthrene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxvacetic acid. cvclohexvl e... 172 C9H1603 1000282-69-4 50
2 Benzene. 2-chloro-1.4-bis(cvcloh... 364 C20H25CI104 294874-04-7 47
3 Oxalic acid. cvclohexvl octvl ester 284 C16H2804 1000309-31-0 47
4 Oxalic acid. cvclohexvl undecvl ... 326 C19H3404 1000309-31-3 47
5 2-Pentene, 5-bromo-2,3-dimethyl- 176 C7H13Br 056312-52-8 47
Abundance Scan 1092 (14.068 min): BF089611.D (-1090) (-) m/z 83.10 100.00%
5000 \ “
55 142
109 13.80 14.00 14.20 14.40
o m/z 82.10 22 .74%
m/z--> 50 100 150 200 250 300 350
Abundance #40351: Methoxyacetic acid, cyclohexyl ester
83
55
5000
13.80 14.00 14.20 14.40
m/z 142.10 19.18%
29
! LILILJ; Il}% 37 e
m/z--> 50 100 150 200 250 300 350
Abundance
83
55 UL SO S I
13.80 14.00 14.20 14.40
5000 m/z 55.10 17.59%
111
36 144 171 220 254 364
m/z--> 50 100 150 200 250 300 350
Abundance #130927: Oxalic acid, cyclohexyl octyl ester R B LA M e e
83 13.80 14.00 14.20 14.40
m/z 41.10 15.82%
- T w
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080416\
Data File : BF089611.D

Aca On > 5 Aug 2016 4:08

Operator : UM/SJ

Sample : H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080416_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 11 Butyl citrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.20 22.20 ng 331648 Chrysene-di12 18.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 72
2 Tributvl acetvicitrate 402 C20H3408 000077-90-7 64
3 Adipic acid. 4-bromophenvl butvl... 356 C16H21Br0O4 1000324-37-9 53
4 I1.1"-Biphenvl1-4-o0l. 3-amino- 185 C12H11NO 001134-36-7 43
5 Dibutyl adipate 258 C14H2604 000105-99-7 42

Abundance Scan 1366 (17.200 min% BF089611.D (-1363) (-) m/z 185.10 100.00%
185
129
5000
259
| m 157 213 16.80 17.00 17.20 17.40 17.60
87 : : : : :
—— l,-b.l. Tl frest L 89 595900 56.82%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Buty! citrate
185
129
5000 L S BRI B B
16.80 17.00 17.20 17.40 17.60
41 259 m/z 259.20 30.39%
g7 111 | 157
: .W.u“,ﬁ.G?.‘h r U D S ,2}32?1. ST ,3§1
m/z--> 50 100 150 200 250 300 350
Abundance
185
43 129 16,80 17.00 17.20 17.40 17.60
5000 259 m/z 43.10 26 .34%
157
15 p1 87 111 213,31 287305 329347
m/z--> 55 160 1%0 260 zéo 360 3%0
Abundance #187586: Adipic acid, 4-bromophenyl butyl ester T T T
11 185 16.80 17.00 17.20 17.40 17.60
m/z 57.10 18.99%
129
5000
55 83 283
9, 0 T me] ] e
m/z--> 5'0 1(')0 150 2c')o 25'30 3(')0 3&'30 16. 80 17. oo 17. 20 17. 40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080416\
Data File : BF089611.D

Acq On : 5 Aug 2016 4:08

Operator : UM/SJ

Sample - H4345-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080416_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]
unknown?7 .10 7.10 40.4 ng 469615 1 7.44 232302 20.0
Hexanoic acid, 2-... 9.19 420.4 ng 8832890 2 9.47 420164 20.0
Cyclohexanol, 5-m... 9.40 19.7 ng 413727 2 9.47 420164 20.0
2,4,7,9-Tetrameth... 11.54 5.0 ng 133364 3 12.30 538635 20.0
1H-Benzotriazole,... 12.70 10.9 ng 293003 3 12.30 538635 20.0
Benzenesulfonamid... 13.44 5.8 ng 157361 3 12.30 538635 20.0
Benzenesulfonamid... 13.78 13.3 ng 279407 4 14.69 421267 20.0
Methoxyacetic aci... 14.07 4.4 ng 92550 4 14.69 421267 20.0
Butyl citrate 17.20 22.2 ng 331648 5 18.39 298320 20.0
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