LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 2.713 50 64 70 rvv2 89911 197815 6.08% 0.542%
2 2.784 71 76 80 rvv 27333 51660 1.59% 0.142%
3 2.866 84 90 98 rvB 130632 247013 7 .59% 0.677%
4 3.037 113 119 125 rvB2 53706 101909 3.13% 0.279%
5 5.243 490 494 501 rBV 197713 235276 7.23% 0.645%
6 5.631 556 560 563 rBY 2613348 2364719 72.70% 6.480%
7 5.878 600 602 608 rVB 45904 38814 1.19% 0.106%
8 6.554 714 717 724 rBV 40255 34435 1.06% 0.094%
9 6.625 724 729 732 rBVY 2742365 2630214 80.86% 7.207%
10 6.772 749 754 757 rBVY 2992943 2601514 79.98% 7.128%

11 7.001 789 793 796 rBV 840282 726390 22.33% 1.990%
12 7.048 797 801 804 rBV 2554866 2042402 62.79% 5.596%
13 7.154 816 819 823 rvB 2333321 2110871 64.90% 5.784%
14 7.560 883 888 891 rBV 1740376 1724529 53.02% 4._.725%
15 7.654 897 904 913 rVB 162691 271736 8.35% 0.745%

16 8.284 1007 1011 1014 rBV 1031620 890460 27.38% 2.440%
17 8.678 1074 1078 1083 rBvV2 36170 49379 1.52% 0.135%
18 9.354 1189 1193 1197 rBV 3568272 3252672 100.00% 8.913%
19 9.595 1229 1234 1249 rBV2 565415 901374 27.71% 2.470%
20 9.748 1256 1260 1270 rBV 398199 484967 14.91% 1.329%

21 9.983 1296 1300 1303 rBV 278866 211865 6.51% 0.581%
22 10.042 1307 1310 1314 rVB2 1121856 959458 29.50% 2.629%

23 10.448 1373 1379 1388 rVB2 40996 55570 1.71% 0.152%
24 10.648 1410 1413 1415 rBV 39564 36220 1.11% 0.099%
25 10.836 1441 1445 1454 rBV 1543835 1389790 42.73% 3.808%
26 10.936 1457 1462 1468 rVB3 63795 96570 2.97% 0.265%
27 10.989 1468 1471 1483 rBV 224530 408994 12.57% 1.121%
28 11.377 1533 1537 1539 rBvV 47422 43892 1.35% 0.120%

29 11.536 1561 1564 1567 rBV 951743 845350 25.99% 2.316%
30 11.560 1567 1568 1572 rVB 147153 106301 3.27% 0.291%

31 11.942 1629 1633 1636 rBV 2216201 1995782 61.36% 5.469%
32 12.601 1736 1745 1752 rBV2 42019 91169 2.80% 0.250%
33 12.760 1768 1772 1775 rVB 61649 56999 1.75% 0.156%
34 12.924 1794 1800 1802 rBV 489284 467812 14.38% 1.282%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.954 1802 1805 1808 rVV 1772891 1545490 47.51% 4_.235%

36 12.989 1809 1811 1815 rVB 52110 47798 1.47% 0.131%
37 13.124 1830 1834 1837 rBV 2736304 2298944 70.68% 6.299%
38 13.271 1850 1859 1861 rBV7 18782 45526 1.40% 0.125%
39 13.330 1867 1869 1883 rVB 50264 84545 2.60% 0.232%
40 13.671 1923 1927 1930 rBVY 38971 41722 1.28% 0.114%

41 13.983 1960 1980 1981 rBV2 105343 384136 11.81% 1.053%
42 14.001 1981 1983 1985 rvv2 109990 132705 4.08% 0.364%
43 14.042 1987 1990 1994 rVB 1458517 1311649 40.33% 3.594%
44 14.189 2011 2015 2019 rBVY 774003 774237 23.80% 2.122%

45 14.318 2034 2037 2040 rBV2 45768 41571 1.28% 0.114%
46 14.624 2086 2089 2093 rBV2 48525 48402 1.49% 0.133%
47 14.954 2142 2145 2152 rVB2 55790 90314 2.78% 0.247%
48 15.024 2154 2157 2161 rVV3 39065 49567 1.52% 0.136%
49 15.065 2162 2164 2172 rVV3 31777 37317 1.15% 0.102%
50 15.130 2172 2175 2178 rVB2 55129 53578 1.65% 0.147%
51 15.312 2203 2206 2210 rVB2 56074 62906 1.93% 0.172%
52 15.748 2272 2280 2289 rBV 531537 747558 22.98% 2.048%
53 16.195 2352 2356 2362 rVB2 35746 55687 1.71% 0.153%
54 16.371 2382 2386 2393 rBV2 35972 60261 1.85% 0.165%

55 16.524 2405 2412 2424 rVB2 300222 544472 16.74% 1.492%
56 16.742 2445 2449 2454 rBV3 25827 53891 1.66% 0.148%
57 18.465 2735 2742 2752 rVB 104971 258382 7.94% 0.708%

Sum of corrected areas: 36494579
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108518.D

27 Aug 2018 18:42

JussJ

J4524-01

22 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L

ion Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3-Heptene, (E)- Concentration Rank 15

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

2.71 5.45 ng 197815 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptene. (E)- 98 C7H14 014686-14-7 93
2 (2)-3-Heptene 98 C7H14 007642-10-6 90
3 3-Heptene 98 C7H14 000592-78-9 81
4 (2)-2-Heptene 98 C7H14 006443-92-1 58
5 2-Heptene, (E)- 98 C7H14 014686-13-6 58

Abundance Scan 63 (2.707 min): BF108518.D (-50) (-) m/z 41.10 100.00%
411
56.1
5000 69.0
‘ 98.1
240 260 2.80 3.00
83.0
o..“...“...,”.J;L..iJLL,.um!L..w.n..“...,”.. m/z 56.10  59.10%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3311: 3-Heptene, (E)-
41.0
56.0
5000 69.0 USRS S B
240 260 2.80 3.00
27.0 98.0 m/z 55.05 46 .56%
0 |. || LA |.| 83.0
LN SRR UL FUELLL SULELELE LR SURLEL L SIS S UL DU
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3307: (2)-3-Heptene
41.0
56.0 240 260 280 3.00
5000 m/z 69.05 40.52%
69.0
27.0 98.0
0 “ ‘\ ‘ LA m‘ 83.0
LN IR UL FUELLL SULELEL LR SURL L SIS S UL DU
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3292: 3-Heptene R e R
41.0 60 240 260 2.80 3.00
6. m/z 43.05 32.50%
69.0
5000 98.0
27.0
0"I}ﬁqI"ﬂﬂl”"MM"W'wj'l'”wl""F%q'l"'ﬂ""
m/z--> 10 20 30 40 50 60 70 80 90 100 240 260 280 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Heptene, (E)- Concentration Rank 12

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

2.87 6.80 ng 247013 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptene. (E)- 98 C7H14 014686-13-6 97
2 2-Heptene 98 C7H14 000592-77-8 93
3 (2)-3-Heptene 98 C7H14 007642-10-6 91
4 (2)-2-Heptene 98 C7H14 006443-92-1 86
5 3-Heptene, (E)- 98 C7H14 014686-14-7 72

Abundance Scan 91 (2.872 min): BF108518.D (-84) (-) m/z 55.10 100.00%
3.1
41.1
5000 69.1 98.1
‘ ” | 83.1 2.60 2.80 3.00 3.20
o) S 1 || NS NS | St i RSSMS RN m/z 56.10 85.40%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3313: 2-Heptene, (E)-
41.0 550
270 69.0
5000 : RN AN AR LR
9.0 260 2.80 3.00 3.20
150 ‘ m/z 41.10 77 .25%
ol Al e |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3294: 2-Heptene
41.0 560
69.0 2.60 2.80 3.00 3.20
5000 ' 98.0 m/z 69.10 40.29%
27.0
0 15 0 ‘ ‘ ‘\ ‘ “ ‘ 1 ‘ L 83\.0 Il
”'I"'W""I”"I"'W" LSURELELEL SR SRR UL B
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #3306: (2)-3-Heptene R .... T
41.0 260 2.80 3.00 3.20
56.0 m/z 98.10 36.42%
69.0
5000 98.0
27.0
0"'I}ﬁql"”l"'W""""P"'I”"Fiq'l”"l'”' '”'I”"P"""W"”
m/z--> 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Heptene Concentration Rank 18

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

3.04 2.81 ng 101909 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptene 98 C7H14 000592-77-8 95
2 2-Heptene. (E)- 98 C7H14 014686-13-6 94
3 (2)-3-Heptene 98 C7H14 007642-10-6 76
4 3-Heptene. (E)- 98 C7H14 014686-14-7 76
5 (2)-2-Heptene 98 C7H14 006443-92-1 68

Abundance Scan 120 (3.043 min): BF108518.D (-113) (-) m/z 41.10 100.00%
41.1 58.0
” I 83.0 280 300 320 340
1l

o e | NS RS | S LS m/z 56.05 98.91%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3295: 2-Heptene
41.0 55.0

5000 27.0 69.0 & ..,.... At
98.0 2.80 3.00 3.20 3.40

m/z 55.10 93.62%

0 M {1 ..‘| o |
L LA N I e o o B o e BN B e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3313: 2-Heptene, (E)-
55,0
41.0

,,,,
270 2.80 3.00 3.20 3.40
5000 69.0 98.0 m/z 39.00 38.58%
o |
0 ‘ \‘ \\‘ \\H ‘ m‘ 83\0 L
T o i o LI e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3306: (2)-3-Heptene
41.0 2.80 3.00 3.20 3.40
56.0 m/z 69.10 37.79%
69.0
5000 98.0
27.0
150 ‘\ il | 830 /ﬂ
e T S LI e L
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.24 6.48 ng 235276 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 494 (5.243 min): BF108518.D (-490) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IRERSSAREERAREE RAREE NN
5.00 5.20 5.40 5.60
O b 800830 | h7789.10  53.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L UL LN I
59.0 500 520 540 560
m/z 101.10 15.40%
31|.o 830 g30 1010
O o . e e e B T L e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
500 520 540 5.60
5000 m/z 58.10 14.67%
41.0
29.0 101.0
o o 1l].s00 ] 730 860 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI B B L BN BN
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.96%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 71.63 ng 2601510 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.772 min): BF108518.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 T T T T T T T
40.0 541 J 6.40 6.60 6.80 7.00 7.20
ol 4820 | 80 m/z 68.10 46.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UMV SRR
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.46%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.10 30.10%
0 T II‘I\I\I\III‘MII |“|||H“||‘|“|| I‘MIII |:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- A & e RN
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.64%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T e e
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hexanoic acid, 2-ethyl- Concentration Rank 14

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

7.65 6.10 ng 271736 Naphthalene-d8 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Butanoic acid. 2-ethvl-, 1.2.3-p... 386 C21H3806 056554-54-2 50
3 1.4-Dioxane 88 C4H802 000123-91-1 47
4 Pentanoic acid. 2-methvl-. methv... 130 C7H1402 002177-77-7 40
5 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 40

Abundance Scan 903 (7.648 min): BF108518.D (-897) (-) m/z 73.10 100.00%
731
- T ‘#——Lv
1011 7.40 7.60 7.80 8.00
ol My d w0 | Wz 88.05 76.51%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 41.0 7.40 7.60 7.80 8.00
101.0 m/z 41.10 45 _.29%
o ,-|‘.a..,|.|h.29-9,....,....,........
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
84.0
7.40 7.60 7.80 8.00

5000 m/z 57.10 37.86%

n H‘ l 115.0142.0 173.0  214.0242.0272.0 313.0 355.0

ol bl Ly Jl | 11501420 1730 _ 214.0242.0 2720 3130 386,
m/z--> 50 100 150 200 250 300 350
Abundance #2011: 1,4-Dioxane
28.0 7.40 7.60 7.80 8.00
m/z 55.05 30.02%
5000 88.0
58.0 ’
o ﬂ,.. —— 77—
m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1,2-Ethanediol, monobenzoate Concentration Rank 6

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

9.60 18.79 ng 901374 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Ethanediol. monobenzoate 166 C9H1003 000094-33-7 90
2 Butvl benzoate 178 C11H1402 000136-60-7 72
3 Benzene. nitro- 123 C6H5N02 000098-95-3 59
4 n-Propvl benzoate 164 C10H1202 002315-68-6 59
5 Benzoic acid, 2-(benzoylthio)thi... 341 C17H11NO3S2 1000258-72-7 47

Abundance Scan 1235 (9.601 min): BF108518.D (-1229) (-) m/z 105.00 100.00%
105.0
77.1
5000 123.0
51.0
9.20 9.40 9.60 9.80 10.00
0 ...,...3‘?-?..'|..,...:-',.9.1;0.,.l...,:...lf‘?-9..,....,.. m/z 77.10 56.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35673: 1,2-Ethanediol, monobenzoate
105.0
123.0
5000 77.0
9.20 9.40 9.60 9.80 10.00
m/z 123.00 41 .55%
51.0
0 , L, 91.0 | , 148.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43732: Butyl benzoate
105.0
123.0 9.20 9.40 9.60 9.80 10.00
5000 77.0 m/z 51.00 21.47%
56.0
o 27.0 410 |- |, 910 | . 137.0 1610 178.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10097: Benzene, nitro-
71.0 9.20 9.40 9.60 9.80 10.00
m/z 106.10 7.43%
123.0
5000 51.0
93.0
O .-?ﬁlovh "M T j' i ""llp?'Q' RELALEL WL WL W
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80 10.00

8270-BF080818.M Tue Aug 28 14:43:04 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown9.98 Concentration Rank 16

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

9.98 4.42 ng 211865 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 45
2 Phosphoric acid. trioctvl ester 434 C24H5104P 001806-54-8 42
3 Phosphoric acid. tris(2-ethvlhex... 434 C24H5104P 000078-42-2 36
4 2-Methvl-2-propvl methvlphosphon... 154 C5H12FO02P 013273-12-6 36
5 n-Hexyl methylphosphonofluoridate 182 C7H16FO2P 113548-89-3 28

Abundance Scan 1299 (9.977 min): BF108518.D (-1296) (-) m/z 99.00 100.00%
9d.0
5000
57.1
S50 2% 55 1000 1035
ot L ———— m/z 57.10 33.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115148: Tributyl phosphate
9d.0
5000
9.60 9.80 10.00 10.20
57.0 155.0 m/z 41.05 21.52%
| : 211.0
Obrtptrrr :JJ'I""I""I""I""I""I""
m/z--> 50 100 150 200 250 300 350 400
Abundance #223247: Phosphoric acid, trioctyl ester
9d.0
9.60 9.80 10.00 10.20
5000 m/z 112.00 9.60%
57.0
oL | L] asso MO 823.0 435.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223251: Phosphoric acid, tris(2-ethylhexyl) ester A e
99.0 9.60 9.80 10.00 10.20
m/z 155.10 9.47%
5000
57.0
211.0
AN DT R S
m/z--> 50 100 150 200 250 300 350 400 9.60 9.80 10.00 10.20

8270-BF080818.M Tue Aug 28 14:43:04 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1,1"-Biphenyl, 2,2",5,5"-te... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.94 2.28 ng 96570 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1°-Biphenvl. 2.2".5.5"-tetrame... 210 C16H18 003075-84-1 55
2 Stilbene. 4-amino- (E)- 195 C14H13N 004309-66-4 49
3 9H-Carbazol-3-amine. 9-ethvl- 210 C14H14N2 000132-32-1 43
4 Benzenamine. 3-(2-phenvlethenvl)... 195 C14H13N 014064-82-5 43
5 BH-Dibenz[b,f]lazepine, 10,11-dih... 195 C14H13N 000494-19-9 43
Abundance Scan 1463 (10.942 min): BF108518.D (-1457) (-) m/z 57.05 100.00%
57.0
195.1
5000
41)0 650 210.1
: 165.1 e R R EE
1131 1409 10,60 10.80 11.00 11.20
of m/z 195.10 71.96%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #69607: 1,1'-Biphenyl, 2,2',5,5'-tetramethyl-
195.0
5000
165.0 10.60 10.80 11.00 11.20
89,0 211.0 m/z 43.05 69.06%
o 39.0 63.0 1040  128.01430 »
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #57287: Stilbene, 4-amino- (E)-
195.0
10,60 10.80 11.00 11.20
5000 m/z 71.10 67.69%
ol 30.0 650 930 117.0 1520 1770 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #69461: 9H-Carbazol-3-amine, 9-ethyl- R Bt
195.0 10.60 10.80 11.00 11.20
m/z 41.05 33.48%
5000
om0 7o om0 270 ygpolero | ) 2O
mz-> 20 40 60 80 100 120 140 160 180 200 10,60 10.80 11.00 11.20

8270-BF080818.M Tue Aug 28 14:43:05 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknownl10.99 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.99 9.68 ng 408994 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 49
2 Methanol. oxo-. benzoate 150 C8H603 1000305-65-2 46
3 Benzoic acid 2-bromoethvl ester 228 C9H9Br02 000939-54-8 43
4 (+)-Dibenzovl-L-tartaric acid an... 340 C18H1207 064339-95-3 43
5 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 43
Abundance Scan 1471 (10.989 min): BF108518.D (-1468) (-) m/z 105.00 100.00%
105.0
5000 771
45.1
e R
149.1 10.60 10.80 11.00 11.20 11.40
180.1
o....,....,l‘.'..',....,.!..,...?2,?.".1..,..'-..,....,-....,....,.... m/z 77.10 48.48%
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #23514: |sonitrosoacetophenone
105.0
77.0
5000 AR R SR B
10. 60 10. 80 11. oo 11. 20 11. 40
51.0 m/z 45.10 28.42%
27.0 131.0149.0
O L A L A S SRR A LA SRS SRS SARRY SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24373: Methanol, oxo-, benzoate
105.0
77.0 10.60 10.80 11.00 11.20 11.40
5000 m/z 44.00 21.22%
51.0
| 12f0 150.0
e S A IR R L B RS L B SRS BARS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84901: Benzoic acid 2-bromoethy! ester P T
105.0 10.60 10.80 11.00 11.20 11.40
m/z 51.10 18.02%
5000 77.0
51.0
27.0 123.0 149.0
0""l"'"l""'l'"'l""|""|"'"|""'|""18"1'0" ,,,,???P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40

8270-BF080818.M Tue Aug 28 14:43:06 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 12 unknownll1.94 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.94 47 .22 ng 1995780 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-((Prop-2-vnvloxv)carbonvDbenz... 204 C11H804 1000373-53-6 40
2 2-((2-Ethvilbutoxv)carbonvl)benzo... 250 C14H1804 1000373-62-8 38
3 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 27
4 m-Nitrobenzaldehvde dimethvlhvdr... 193 C9H11N302 032787-76-1 22
5 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 22

Abundance Scan 1633 (11.942 min): BF108518.D (-1629) (-) m/z 149.00 100.00%
149 193.1
104.0
5000 76.0
50.1 Trrrrrryprrirprrrryrrror
1320 176.1 11.60 11.80 12.00 12.20
0! m/z 193.10 81.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63934: 2-((Prop-2-ynyloxy)carbonyl)benzoic acid
149.0
5000 104.0 LA SURRUSN BUGRAN SRS
76.0 11.60 11.80 12.00 12.20
50.0 m/z 104.00 71.55%
oL 270 | | 1210 I 186.0 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #102168: 2-((2-Ethylbutoxy)carbonyl)benzoic acid
149.0
11.60 11.80 12,00 12.20
m/ 76 .05 46 .24Y%
5000 o 104.0 z {
43.0 ' 167.0
ol— .|2.7‘:‘0..“|“‘. .“ﬁg,'Q.H‘.‘.‘l I I ‘. IJI-ZIMZI(I)I e .‘.. R maa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23545: 2-(2-Carboxyvinyl)pyridine, trans R EmEE S  E EREE RN
104.0 149.0 11.60 11.80 12.00 12.20
m/z 50.10 20.32%
5000
51.0 79.0
0"'I'”'I"”I"'M""I“"I'”'I'*”I"'W""I”" [ DAL OB UL B B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF080818.M Tue Aug 28 14:43:07 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 13 1,3-Propanediol dibenzoate Concentration Rank 8

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

12.92 12.08 ng 467812 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Propanediol dibenzoate 284 C17H1604 002451-86-7 78
2 Benzoic acid. 2-propenvl ester 162 C10H1002 000583-04-0 78
3 1-Butanone. 2-methvl-1-phenvl- 162 C11H140 000938-87-4 78
4 Propanetrione. diphenvl- 238 C15H1003 000643-75-4 64

5 Ethanone, 2-(acetyloxy)-1-phenyl- 178 C10H1003 002243-35-8 64

Abundance Scan 1799 (12.918 min): BF108518.D (-1794) (-) m/z 104.95 100.00%
105.0
5000
77.1
510 12.60 12.80 13.00 13.20
162.1
Ol prrrrpred et e 2o e 20202201 m/z 77.10 29.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131041: 1,3-Propanediol dibenzoate
105.0
5000 LA L L L L L LB L |
12.60 12.80 13.00 13.20
0 m/z 51.00 10.43%
ol 27.0 °1.0 | 134.0 1620 227.0 284.0
T e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31963: Benzoic acid, 2-propeny! ester
105.0
R EREEE s
12.60 12.80 13.00 13.20
5000 m/z 106.00 7.95%
77.0
ol 270 510 ‘ . 139,02620
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32153: 1-Butanone, 2-methyl-1-pheny!- N EmEmmmmr
105.0 12.60 12.80 13.00 13.20
m/z 118.00 3.33%
5000 770
ok 22077 | 1sa0 1670
T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20

8270-BF080818.M Tue Aug 28 14:43:08 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 14 p-Benzanisidide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.95 39.92 ng 1545490 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Benzanisidide 227 C14H13NO2 007472-54-0 78
2 1.2-Ethanediol. dibenzoate 270 Cl16H1404 000094-49-5 78
3 Isopropnvl phenvl ketone 148 C10H120 000611-70-1 78
4 Benzoic acid. phenvl ester 198 C13H1002 000093-99-2 72
5 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 72
Abundance Scan 1804 (12.948 min): BF108518.D (-1802) (-) m/z 105.00 100.00%
105.0
5000
77.1
511 127.9148.1  181.0 207.0227.1 1260 1280 1300 1320 __
Ol e e R2793481 1810 207.0007 8 | m/z 77.10  34.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83535: p-Benzanisidide
105.0
5000 2270 T LB B TTT T[T T T T
77.0 12/60 12.80 13.00 13.20
m/z 51.10 11.74%
oL 280 530 | | 134.0154.0 183.0
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260
Abundance #119111: 1,2-Ethanediol, dibenzoate
105.0
1260 12.80 13.00 13.20
5000 m/z 106.00 8.33%
77.0
oL 27.0 >1. 0 ‘ 148.0 226.0 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22656: Isopropy! pheny! ketone R L R
105.0 12.60 12.80 13.00 13.20
m/z 50.00 3.04%
5000
77.0 148.0
oL 270 51.0 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12/60 12.80 13.00 13.20

8270-BF080818.M Tue Aug 28 14:43:08 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 15 Benzoic acid, 6,7-dicyanona... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.98 9.92 ng 384136 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 6.7-dicvanonaphtha... 298 C19H10N202 078119-73-0 59
2 Ethanone. 2-bromo-1-phenvl- 198 C8H7BroO 000070-11-1 59
3 Benzoic acid. 2-propenvl ester 162 C10H1002 000583-04-0 50
4 Pentanediamide. N.N"-di-benzovloxy- 370 C19H18N206 1000253-26-3 50
5 1,2(4H)-0Oxazine-3-ol, 5,6-dihydr... 219 C11H9NO4 1000253-25-6 50
Abundance Scan 1979 (13.977 min): BF108518.D (-1960) (-) m/z 105.00 100.00%
105.0
5000
77.0
51.0 165.1 13.60 13.80 14.00 14.20
227.1
Obr e ei3o L L 04 22 m/z 77.00  30.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143086: Benzoic acid, 6,7-dicyanonaphthalen-2-yl ester
105.0
5000
770 13.60 13.80 14.00 14.20
510 ' m/z 91.00 13.41%
ol 180 138 01650 1940 2380 298.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60182: Ethanone, 2-bromo-1-phenyl-
105.0
13.60 13.80 14.00 14.20
5000 m/z 165.05 11.91%
77.0
51.0
oL 27.0 7 \ 1560 1980
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31963: Benzoic acid, 2-propenyl ester
105.0 13.60 13.80 14.00 14.20
m/z 50.95 9.36%
5000
77.0
oL 270 510 L 139016?0
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

8270-BF080818.M Tue Aug 28 14:43:09 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108518.D

Aca On : 27 Aug 2018 18:42

Operator : JU/SJ

Sample : J4524-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BN