LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107709.D
Acq On : 26 Jul 2018 19:32 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J4095-13 CON-SB-104-05-06-07-0-11
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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 5.195 482 486 495 rBvV 277280 394826 11.13% 1.171%
2 5.595 551 554 575 rBV 1403059 2622630 73.96% 7.777%
3 6.595 721 724 744 rBV 1601163 3014504 85.01% 8.939%
4 6.736 744 748 774 rVB 2297319 3264472 92.06% 9.680%
5 6.960 783 786 804 rvVB 599469 943407 26.60% 2.798%
6 7.113 809 812 840 rVvB 1984768 2436044 68.70% 7.224%
7 7.525 878 882 906 rBV 1286213 2034071 57.36% 6.032%
8 7.678 906 908 918 rvB2 29832 45846 1.29% 0.136%
9 8.242 1000 1004 1023 rBV 1026741 1396600 39.38% 4.141%
10 9.313 1182 1186 1202 rBV 3153715 3546162 100.00% 10.516%

11 9.707 1249 1253 1265 rBV 217102 236368 6.67% 0.701%
12 10.001 1299 1303 1322 rVB 1490857 1560151 44.00% 4.626%

13 10.383 1364 1368 1371 rBV2 32091 43342 1.22% 0.129%
14 10.795 1434 1438 1451 rBV 1985809 2459490 69.36% 7.293%
15 10.883 1451 1453 1459 rVB3 32997 54270 1.53% 0.161%
16 11.495 1553 1557 1569 rBV2 1348618 1844016 52.00% 5.468%
17 11.760 1597 1602 1605 rBvV4 31962 41011 1.16% 0.122%
18 12.001 1639 1643 1646 rBV 173573 197838 5.58% 0.587%
19 12.113 1659 1662 1664 rBV3 39828 37527 1.06% 0.111%
20 12.171 1669 1672 1675 rBV2 30494 36769 1.04% 0.109%
21 12.324 1695 1698 1703 rBV6 30398 53633 1.51% 0.159%
22 12.448 1716 1719 1721 rBV2 38712 39277 1.11% 0.116%
23 12.554 1734 1737 1740 rBV3 48609 54922 1.55% 0.163%

24 12.713 1758 1764 1768 rBV 334687 423892 11.95% 1.257%
25 12.871 1788 1791 1794 rVB 150331 114243 3.22% 0.339%

26 12.942 1798 1803 1810 rVvVv 269546 404330 11.40% 1.199%
27 13.077 1822 1826 1833 rBV 2815037 2746500 77.45% 8.144%
28 13.283 1859 1861 1864 rVB 78254 71679 2.02% 0.213%
29 13.313 1864 1866 1873 rBV3 42805 70129 1.98% 0.208%
30 13.407 1880 1882 1892 rVB3 54428 102380 2.89% 0.304%

31 13.624 1917 1919 1922 rBV2 53334 57876 1.63% 0.172%
32 13.954 1972 1975 1978 rBV3 167625 177339 5.00% 0.526%
33 14.142 2003 2007 2011 rBV 917139 1145645 32.31% 3.397%
34 14.748 2107 2110 2114 rVB 186043 191473 5.40% 0.568%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107709.D

Acq On : 26 Jul 2018 19:32

Operator : JU/SJ

3?22'6 - J4095-13 CON-SB-104-05-06-07-0-11
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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.895 2133 2135 2141 rVB2 99867 109904 3.10% 0.326%
36 15.218 2187 2190 2193 rBV 95808 144515 4.08% 0.429%
37 15.607 2253 2256 2261 rBV 100155 148687 4._.19% 0.441%

38 15.677 2261 2268 2282 rVB 724728 1337874 37.73% 3.967%
39 16.112 2339 2342 2347 rVB 75259 119104 3.36% 0.353%

Sum of corrected areas: 33722746
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107709.D

Acq On : 26 Jul 2018 19:32

Operator : JU/SJ

ﬁ?ggle - J4095-13 CON-SB-104-05-06-07-0-11
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107709.D
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Abundance TIC: BF107709.D
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Abundance TIC: BF107709.D
3000000

2500000

2000000

1500000

14.14

1000000

500000 1489 1520 15

16.11

I
17.50

-
18.00

L T
14.50 15.00

T I
15.50 16.00 16.50 17.00

L
18.50

8270-BF072018_.M Fri Jul 27 17:09:13 2018 Page: 3



8270-BF072018 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107709.D

Acq On 26 Jul 2018 19:32

Operator : JU/SJ

Sample - J4095-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 8.37 ng 394826 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
4 3-0Octanol 130 C8H180 000589-98-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 487 (5.201 min): BF107709.D (-482) (-) m/z 43.00 100.00%
43
59
5000
101 llllllllllllllllll
53 83 480 500 520 540 5.60
ittt m/z 59.00 62.10%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S SR R AR
480 5.00 520 5.40 5.60
59 m/z 101.00 19.89%
0 27 37 53| &1 178 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540 560
5000 m/z 58.00 17.11%
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU LI SULELEL IR SRR AL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e L a
99 480 500 520 540 5.60
m/z 41.00 8.65%
5000
101
0 15 1 I3|1 1 | 53|II 69 8|3
m/z--> 10 ' ' 40 5'0 | 7'0 80 90 100 110 480 5.00 5.20 5.40 5.60
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF072618\

BF107709.D

26 Jul 2018 19:32

JussJ

J4095-13

13 Sample Multiplier: 1

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.74 Concentration Rank 1

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

6.74 69.21 ng 3264470 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.742 min): BF107709.D (-744) (-) m/z 132.00 100.00%
5000 /L
68
0 5 |7 o Fisus | T oh b k"
o e Ml 7787 Lapsus Y hm/z 68.00  34.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR S SR LR
97 6.40 6.60 6.80 7.00
17 m/z 134.00 32.89%
0....,.... U m_8,8 o
m/z--> 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 640 6.60 680 7.00
5000 m/z 66.00 23.07%
31 5l 8
0 ‘ L1 H 1L 1 |
L L N S UL UL S LIS UL SR
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.86%
5000 og 0
o 8 7 158 189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 680 7.00
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8270-BF072018 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107709.D

Acq On 26 Jul 2018 19:32

Operator : JU/SJ

Sample - J4095-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.15 ng 197838 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 1643 (12.001 min): BF107709.D (-1639) (-) m/z 43.00 100.00%
48 6o 73
5000 129 192
11/60 11.80 12.00 12.20 12.40
Ot m/z 60.00 99 .40%
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
11.60 11.80 12.00 12.20 12.40
m/z 73.00 95.40%
mJ Mﬁmm%ﬂ3
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20 12.40
5000 m/z 55.00 76.93%
29
oL 15 m
.”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e o S I AL
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 57.00 73.91%
5000 129
29 ‘ ‘ 185 228
115
1 143 15171
ol, IIdII“JIAWLJIInﬂl hl Al e t.}?7.....L.%9??}? .I”,....,. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107709.D

Acq On : 26 Jul 2018 19:32

Operator : JU/SJ

ﬁ?ggle - J4095-13 CON-SB-104-05-06-07-0-11
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.10 ng 177339 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 96
2 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 91
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 81

Abundance Scan 1974 (13.948 min): BF107709.D (-1972) (-) m/z 57.00 100.00%

5000
0 m/z 55.00 56.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104184: 1-Octadecene
57
41 83
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 43.00 53.95%
ol 139 168 196 224 252
Raananas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
83 B R R B
13.60 13.80 14.00 14.20
5000 4 m/z 226.10 48.93%
139
o ‘ 167 196 224 555271 559 307303
Raaaanas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #187989: Oxalic acid, hexadecyl propyl ester
43 13.60 13.80 14.00 14.20
m/z 97.10 44 . 33%
5000 71

27
| 196 224 251
RERREERERS S R e e o N EEmms

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

o
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8270-BF072018 .M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107709.D

Acq On 26 Jul 2018 19:32

Operator : JU/SJ

Sample - J4095-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.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 1,4-Benzenedicarboxylic aci... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.75 3.34 ng 191473 Chrysene-di12 14_.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 Isophthalic acid, 3-methylbut-2-._.. 348 C21H3204 1000344-72-4 50
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 43
5 Terephthalic acid, monochloride,... 296 C16H21CI03 1000324-22-9 35

Abundance Scan 2110 (14.748 min): BF107709.D (-2107) (-) m/z 70.10 100.00%
70
261
5000 112
il | | L 279 14140 14180 14580 1500
168 : : : :
Ol -.hi if93L Ll | 108188207 236 | |7 8173m 81| o T949 00 67.67%
m'z--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261
149
70
5000 12 DA SO BRI SN B
14.40 14.60 14.80 15.00
m/z 57.00 53.86%
41‘ 168 280
ob ity fesl | | 981e0007 231 | 2% 304 333 361 380
mz--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
U2 e 261 LA RN B U
14.40 14.60 14.80 15.00
5000 m/z 261.15 53.18%
41
o WI ‘l {)93“‘\‘ 168189 23> | 280 304 333 361
mz--> 50 100 150 200 250 300 350 '
Abundance #182849: Isophthalic acid, 3-methylbut-2-yl octyl ester R o R RE LR o
261 14.40 14.60 14.80 15.00
m/z 112.05 43.08%
5000
70 167
o 23 | 104 133 | 237 | 280 304
mz--> 50 100 150 200 250 300 350 ' 1440 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\

Data File : BF107709.D

Acq On : 26 Jul 2018 19:32

Operator : JU/SJ

3?22'6 - J4095-13 CON-SB-104-05-06-07-0-11
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.20 8.4 ng 394826 1 6.96 943407 20.0
unknown6 .74 6.74 69.2 ng 3264470 1 6.96 943407 20.0
n-Hexadecanoic acid 12.00 2.1 ng 197838 4 11.49 1844020 20.0
1-Octadecene 13.95 3.1 ng 177339 5 14.14 1145650 20.0
1,4-Benzenedicarb... 14.75 3.3 ng 191473 5 14.14 1145650 20.0
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