LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 height area % max. total
1 2.193 15 18 24 rvB2 21307 30917 1.19% 0.130%
2 5.110 510 514 525 rBV 409340 516577 19.85% 2.178%
3 5.504 576 581 584 rBV 2510642 2473151 95.02% 10.428%
4 6.510 746 752 756 rBV 2409517 2591005 99.54% 10.924%
5 6.651 771 776 779 rBvV 2531004 2516285 96.67% 10.609%
6 6.881 812 815 819 rVvB 829305 732122 28.13% 3.087%
7 7.039 838 842 845 rBV 2263187 1938825 74.49% 8.175%
8 7.445 905 911 914 rBV 1735542 1584423 60.87% 6.680%
9 8.163 1029 1033 1037 rBV 1140658 931698 35.79% 3.928%
10 8.716 1123 1127 1130 rBV 209362 153294 5.89% 0.646%

11 9.239 1211 1216 1219 rBV 3002788 2602898 100.00% 10.975%
12 9.628 1278 1282 1285 rBV 301865 221474 8.51% 0.934%
13 9.916 1327 1331 1335 rBvV 970144 914341 35.13% 3.855%
14 10.627 1449 1452 1456 rVB 459957 351667 13.51% 1.483%
15 10.704 1461 1465 1469 rBV 1393903 1210928 46.52% 5.106%

16 11.404 1580 1584 1587 rBV 891261 729067 28.01% 3.074%

17 11.916 1667 1671 1677 rBV2 66198 77281 2.97% 0.326%
18 12.616 1786 1790 1795 rVB 58021 51704 1.99% 0.218%
19 12.792 1817 1820 1824 rBV 247568 202390 7.78% 0.853%
20 12.839 1824 1828 1832 rBV 54200 56197 2.16% 0.237%

21 12.986 1849 1853 1856 rBV 1816555 1651985 63.47% 6.965%
22 13.868 2000 2003 2010 rBV2 176311 193159 7.42% 0.814%
23 14.010 2024 2027 2029 rBV 324608 273539 10.51% 1.153%
24 14.039 2029 2032 2035 rVB 806504 675928 25.97% 2.850%

25 14.504 2107 2111 2115 rBvV4 23817 36677 1.41% 0.155%
26 14.657 2134 2137 2142 rBV 151340 132859 5.10% 0.560%
27 15.080 2205 2209 2212 rBV 44214 67003 2.57% 0.283%
28 15.386 2258 2261 2267 rVB2 27901 34197 1.31% 0.144%
29 15.445 2268 2271 2277 rVV 31831 39231 1.51% 0.165%

30 15.515 2278 2283 2294 rVB 552688 726615 27.92% 3.064%

Sum of corrected areas: 23717437

8270-BF110817.M Thu Nov 16 11:42:15 2017 Page: 1



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111517\

BF100589.D

15 Nov 2017 15:44

SJ/Ju

16422-03

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

AOY0S5555,
2500000
2000000
1500000
1000000

500000

TIC: BF100589.D

5.50

5.11

6.65
6.51
7.04

7.45

6.88

0
Time-->

T
5.00

T
5.50

AOLOSE055,
2500000
2000000
1500000
1000000

500000

8.16

TIC: BF100589.D

10.70

9.92 11.40

8.72 9.63

12.99

12.79
12.621p.84

A
LI S LI B

11.92

0
Time-->

11.50

10.50 11.00

9.50

10.00

T
9.00

13.50

12.00 12.50 13.00

AOLOSE055,
2500000
2000000
1500000
1000000

500000

13.87

TIC: BF100589.D

14.04
15.52
14,01

14.66
14.50 15.08 13%

Time-->

14.00

17.50

16.50 17.00

15.50 16.00

14.50 15.00

19.00

18.00 18.50

8270-BF110817.

M Thu Nov 16 11:42:16 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 14.11 ng 516577 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 514 (5.110 min): BF100589.D (-510) (-) m/z 43.00 100.00%
a3
59
5000
101 IR AR R AR AR
51| 83 | 4.80 5.00 5.20 5.40
Obrrr ey M e e e m/z 59.10 55.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR L UL I A
59 480 500 520 540
m/z 101.10 17.40%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 58.00 15.76%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester P e
59 4.80 5.00 5.20 5.40
m/z 41.10 9.00%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY UARE UL LR AN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 unknown6.65 Concentration Rank 1

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

6.65 68.74 ng 2516290 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF100589.D (-771) (-) m/z 132.00 100.00%
132
5000 68
96 IR IS A R
40 54 - 06 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 40.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS A R
6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.15%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 25.62%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e AEmm T
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.16%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SRS § N | U—
m/z--> 20 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:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 4 2-Hydroxy-iso-butyrophenone Concentration Rank 8

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

8.72 3.29 ng 153294 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 90
2 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 56
3 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 7

Abundance Scan 1128 (8.722 min): BF100589.D (-1123) (-) m/z 59.00 100.00%
59
5000
77 105
43 ILAEAN SRR SRS AR
¥ o1 | 121 8.40 8.60 8.80 9.00
o el e e m/z 105.00 32.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 ILAAEAN SR SRS AR
8.40 8.60 8.80 9.00
43 77 105 m/z 77.00 26 .93%
31
O '|""'|J"m' T 'Ll' 9}'| M"'lf%' "|'1§?'| R N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
840 8.60 8.80 9.00
5000 m/z 106.00 19.60%
75 105
43
o 121 149 165 180
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester B B R
59 8.40 8.60 8.80 9.00
m/z 43.00 15.53%
5000
3 43
o 15 \‘ .70 89 117
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.63 7.69 ng 351667 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
3 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 47
4 5-[N-Benzoylaminomethyl]tetrazole 203 C9HIN50 1000227-36-3 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 1452 (10.627 min): E:bF100589.D (-1449) () m/z 104.95 100.00%
105
& 182
5000
51 I | U
152 10.40 10.60 10.80 11.00
Ol A 83 L 87 | 115126 139 uF 165 m/z 77.00 60.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 R AN SURUSN SO B
51 10.40 10.60 10.80 11.00
m/z 182.10 53.32%
o 27 39 | 63 ‘ 126 152 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
1040 10,60 10.80 11.00
5000 " m/z 51.00 24 _00%
51
27
o 39 63 91 115 133 168
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27532: Acetophenone, 2-chloro- A R ma
105 10.40 10.60 10.80 11.00
m/z 181.10 8.97%
77
5000
51
o4 273 | 65 | St | 13 154
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:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 9
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.12 ng 77281 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1672 (11.922 min): BF100589.D (-1667) (-) m/z 73.00 100.00%
57 1B
5000 129
7 115 157 213
o1 1437 171185194 | 5y osg 11.60 11.80 12.00 12.20
(o} m/z 43.05 94 .01%
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 LR BN B SR B
11. 60 11. 80 12. 00 12 20
m/z 57.00 82.39%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 60.00 79.83%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid e e AR
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 64.07%
129
5000 29
143157 214
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF110817.M Thu Nov 16 11:42:20 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 7 Butyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.79 5.99 ng 202390 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 90
2 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 72
3 Adipic acid, butyl 2,4-dimethylp... 300 C17H3204 1000349-77-7 72
4 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 56
5 Adipic acid, 2,4-dimethylpent-3-... 300 C17H3204 1000349-77-6 56
Abundance Scan 1820 (12.792 min% BF100589.D (-1817) (-) m/z 185.05 100.00%
185
129
5000
57 S | S
34? 1 g7 11 | 147 203 259 12.40 12.60 12.80 13.00 13.20
ob et e b S m/z 129.00 71.57%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 LN UV PR SRR I
12.40 12.60 12.80 13.00 13.20
41 259 m/z 57.10 26.49%
60 87 11 957
0 Y P 1, D o A N S ./ AN
m/z--> 50 100 150 200 250 300 350
Abundance
129
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
57 12.40 12.60 12.80 13.00 13.20
5000 185 m/z 41.05 22.26%
29 111
87
o 196 203 243
m/z--> 50 100 150 200 250 300 350
Abundance #144708: Adipic acid, butyl 2,4-dimethylpent-3-y| ester P T T T T T
129 185 12.40 12.60 12.80 13.00 13.20
m/z 111.00 11.65%
5000
111
57 a3
o ,’%?NIU, Sl Jeeseer
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 8 1-Heneicosanol

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.87 5.72 ng 193159 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 2003 (13.868 min): BF100589.D (-2000) (-) m/z 43.05 100.00%
83
5000 111
139 163 13.60 13.80 14.00 14.20
234 - - -
ol o 182 207 T 21 m/z 57.05 97.93%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L B e B e B
13.60 13.80 14.00 14.20
2 m/z 55.05 92.85%
139
0 \“ \‘\ \‘ “ \H\ ‘H 1 N [ 167 196 238 266 294
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 SR AR SUNILA SRR SR
13.60 13.80 14.00 14.20
5000 11 m/z 83.05 83.35%
29
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L B B B et e
3 13.60 13.80 14.00 14.20
m/z 69.10 80.07%
5000 e
29 139 KNVJ\A_AMMMVVV
o J‘ AL 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 9 1,3-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.93 ng 132859 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 70
2 Bromoacetic acid, 2-ethylhexyl e... 250 C10H19Br02 068144-73-0 35
3 Dimethylmalonic acid, monochlori... 262 C13H23CI103 1000361-64-8 25
4 5-Undecene, 3-methyl-, (E)- 168 C12H24 074630-67-4 14
5 Phthalic acid, 3,5-difluoropheny... 348 C19H18F204 1000315-54-1 14
Abundance Scan 2138 (14.663 min): BF100589.D (-2134) (-) m/z 70.10 100.00%
70
149 261
5000
41 ot T P PP A
14.40 14.60 14.80 15.00
o 188207 227 m/z 261.20 73.53%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000 LN UM B SN L
14.40 14.60 14.80 15.00
4l 279 m/z 149.00 70.23%
0 m“‘\ LM93“ 131 | | 189 232 | L 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance
70
14.40 14.60 14.80 15.00
5000 m/z 112.10 49.82%
41 112
0 93 152 193
m/z--> 50 100 150 200 250 300 350
Abundance #112130: Dimethylmalonic acid, monochloride, 2-ethylhexyl ...
70 14.40 14.60 14.80 15.00
m/z 167.00 41.21%
5000
41 112
‘ ‘E 133
S A A
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100589.D

Acq On : 15 Nov 2017 15:44

Operator : SJ/JU

Sample - 16422-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.11 14.1 ng 516577 1 6.88 732122 20.0
unknown6 .65 6.65 68.7 ng 2516290 1 6.88 732122 20.0
2-Hydroxy-iso-but. .. 8.72 3.3 ng 153294 2 8.16 931698 20.0
Benzophenone 10.63 7.7 ng 351667 3 9.92 914341 20.0
n-Hexadecanoic acid 11.92 2.1 ng 77281 4 11.40 729067 20.0
Butyl citrate 12.79 6.0 ng 202390 5 14.04 675928 20.0
1-Heneicosanol 13.87 5.7 ng 193159 5 14.04 675928 20.0
1,3-Benzenedicarb... 14.66 3.9 ng 132859 5 14.04 675928 20.0
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