LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 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-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 heiaht area % max. total

2.193 15 18 22 rVB2 24177 33617 1.18% 0.106%
2.316 36 39 49 rVB4 17637 30931 1.09% 0.098%
525 rvVB 415255 527445 18.52% 1.666%
5.504 576 581 585 rBV 2461883 2617250 91.91% 8.266%
6.057 671 675 678 rBvV 42524 32369 1.14% 0.102%

abrwNPE
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=
=
o
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=
o
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N

6.434 736 739 743 rVB 374025 309700 10.88% 0.978%
6.510 746 752 759 rBV 2413886 2847777 100.00% 8.994%
780 rBV 2575709 2624098 92.15% 8.287%
6.887 812 816 819 rBV 1089559 891981 31.32% 2.817%
7.040 838 842 846 rVvB 2022021 1802234 63.29% 5.692%

QOO ~NO®
o
o
al
g
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N
~
~
~

11 7.292 882 885 893 rvB2 18462 33779 1.19% 0.107%
12 7.445 906 911 914 rBV 1704115 1611356 56.58% 5.089%
13 7.475 914 916 920 rVvB2 185839 147195 5.17% 0.465%
14 7.528 920 925 928 rVB 85144 93129 3.27% 0.294%
15 7.869 974 983 987 rBv4 83730 146550 5.15% 0.463%

16 7.910 987 990 994 rVB 39227 33336 1.17% 0.105%
17 8.139 1026 1029 1031 rBV 121217 117555 4._.13% 0.371%
18 8.169 1031 1034 1037 rVB 1274952 1118401 39.27% 3.532%
19 8.628 1107 1112 1115 rBV3 39704 34131 1.20% 0.108%
20 8.716 1123 1127 1130 rBV 164192 135110 4.74% 0.427%

21 8.939 1159 1165 1168 rBV 1299953 1338716 47.01% 4.228%
22 9.145 1196 1200 1202 rBV 124659 115629 4._.06% 0.365%

23 9.163 1202 1203 1211 rVB 63783 51769 1.82% 0.163%
24 9.239 1211 1216 1219 rBV 2834999 2550019 89.54% 8.053%
25 9.392 1238 1242 1245 rVB 108735 79154 2.78% 0.250%

26 9.628 1279 1282 1286 rBV 246592 200342 7.04% 0.633%
27 9.922 1328 1332 1336 rVB 1339149 1087542 38.19% 3.435%
28 10.633 1447 1453 1456 rBV 327029 288309 10.12% 0.911%
29 10.710 1461 1466 1469 rVV 1362737 1189205 41.76% 3.756%

30 10.769 1473 1476 1478 rVV 35337 37827 1.33% 0.119%
31 10.822 1481 1485 1489 rVB2 64302 78595 2.76% 0.248%
32 11.039 1518 1522 1528 rBV2 47730 76602 2.69% 0.242%
33 11.092 1528 1531 1537 rVB 68788 75849 2.66% 0.240%
34 11.175 1537 1545 1549 rBV7 26302 43879 1.54% 0.139%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 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-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.380 1577 1580 1581 rBV 54484 39438 1.38% 0.125%
36 11.410 1581 1585 1588 rVB 1017693 894579 31.41% 2.825%
37 11.904 1666 1669 1670 rBV 68400 52798 1.85% 0.167%
38 11.922 1670 1672 1676 rVV2 62971 56050 1.97% 0.177%
39 11.986 1680 1683 1687 rVvV 43782 43635 1.53% 0.138%
40 12.022 1687 1689 1694 rVB 85693 78285 2.75% 0.247%

41 12.498 1765 1770 1774 rVV 594240 965965 33.92% 3.051%
42 12.545 1775 1778 1788 rVV 587564 1109633 38.96% 3.504%
43 12.616 1788 1790 1795 rVB2 73590 78715 2.76% 0.249%
44 12.992 1849 1854 1857 rBV 1973368 1797638 63.12% 5.677%
45 13.127 1873 1877 1883 rBVY 132068 221361 7.77% 0.699%

46 13.174 1883 1885 1890 rVB 56822 63356 2.22% 0.200%
47 13.451 1929 1932 1939 rBV6 22379 44347 1.56% 0.140%
48 13.874 2001 2004 2011 rBV 171952 182530 6.41% 0.576%
49 14.016 2025 2028 2029 rBV 38731 36447 1.28% 0.115%

50 14.045 2029 2033 2036 rVB 972311 831437 29.20% 2.626%
51 15.521 2279 2284 2291 rBV 461453 608741 21.38% 1.923%
52 15.886 2342 2346 2351 rVB 286665 383987 13.48% 1.213%
53 15.945 2352 2356 2359 rVvVv 214994 290446 10.20% 0.917%
54 15.986 2359 2363 2368 rVB 487041 660853 23.21% 2.087%
55 16.080 2374 2379 2386 rVB 381273 577308 20.27% 1.823%

56 16.580 2460 2464 2470 rVB 150802 245016 8.60% 0.774%

Sum of corrected areas: 31663946
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100545.D

6.66
2500000 5.50 6.51

7.04
2000000

1500000
1000000

500000 5.11 6.4

.47
17.53 7.4
o 2.19.32 [\ 6.06 A 7~'.3 A

L T II L T II L T II T T II T L II T L II T L II L T IIAI T T T I T T T T I L T

!
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100545.D

2500000

2000000 12.99

1500000 604 9.9 1071

11.41
1000000

12585

500000 1048

8.72 5 ] 1
L . il igrramgnnspe  mmme e |Ysd e

T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100545.D

2500000

2000000

1500000

14.04

1000000

500000

e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 9

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

5.11 11.83 ng 527445 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF100545.D (-510) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IR AR R LR AR
| 83.0 | 480 5.00 5.20 5.40
Obrrrprrrrprrer e e e m/z 59.00 55.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L LN UL UL
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.16%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 .04%
29.0
87.0
ol 150 71.0 98.0
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 R R b AR
54.0 480 5.00 5.20 5.40
m/z 41.10 9.46%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 unknown6.66 Concentration Rank 1

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

6.66 58.84 ng 2624100 1,4-Dichlorobenzene-d4 6.89
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 777 (6.657 min): BF100545.D (-772) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PSSP SRR RALRE AL
401 40 6.40 6.60 6.80 7.00
o..,....,....,...:,".'...,:!..,::l-.'...'..,?‘?;9,..!.,.':..,1.1.“?-9,....,-'...,.. m/z 68.10 38.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U R R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.60%
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.01%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA LA L L L BB
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.20%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 Hexanoic acid, 2-ethyl- Concentration Rank 17

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

7.53 2.09 ng 93129 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 86
2 Hvdrazine. 1.2-diethvl- 88 C4H12N2 001615-80-1 47
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 42
4 Methvl-4-deoxv-2-0-methvl_beta.l... 204 C8H1206 1000312-10-0 40
5 1,4-Dioxane 88 C4H802 000123-91-1 38

Abundance Scan 925 (7.528 min): BF100545.D (-920) (-) m/z 73.00 100.00%
73.0
5000 41.1
101.1 A S S S R
| 7.20 7.40 7.60 7.80
Y — T — m/z 88.00 79.84%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 SN NARRA RALNS RS RARES
41.0 7.20 7.40 7.60 7.80
101.0 m/z 57.10 44.65%
0 0
m/z--> 50 100 150 200 250 300 350
Abundance
31.0
59.0
88.0 7.20 7.40 7.60 7.80
5000 m/z 41.10 43.80%
O T S S A S B et
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester I REE L e S
43.0  8§8.0 7.20 7.40 7.60 7.80

m/z 55.05 31.10%

5000

ol \ .

‘ il \‘115 0142.0 173.0 214.0242.0272.0 313.0 355.0

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 2-Hydroxy-iso-butyrophenone Concentration Rank 15

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

8.72 2.42 ng 135110 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 72
3 Ethane. 1.l1-dimethoxv- 90 C4H1002 000534-15-6 9
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 7
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1128 (8.722 min): BF100545.D (-1123) (-) m/z 59.10 100.00%
59.1
5000
770 105.0
43.0 AR SRR LR AR
8.40 8.60 8.80 9.00
o A N 1 .',.9.1:0.,.|~. A | m/z 105.00 28.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 24 . 77%
0 290 | | | M 91.0 M 121.0 1490
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
8.40 8.60 8.80 9.00
5000 m/z 106.00 16.72%
75.0 105.0
43.0
o 121.0 1490 165.0180.0
miz--> 20 40 60 80 100 120 140 160 180 )
Abundance #2310: Ethane, 1,1-dimethoxy- S AR BN LR R
59.0 8.40 8.60 8.80 9.00
m/z 51.00 15.93%
5000
75.0
31.0
m/z--> 20 40 60 80 100 120 140 160 180 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 Phthalic anhydride Concentration Rank 4

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

8.94 23.94 ng 1338720 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 96
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 90
4 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 86
5 Phthalamic acid 165 C8H7NO3 000088-97-1 83

Abundance Scan 1165 (8.939 min): BF100545.D (-1159) (-) m/z 104.00 100.00%
0
76.0
5000 50.0
260 1ﬁﬂ 8.60 8.80 9.00 9.20
| SN L NIV O R AN m/z 76.00 78.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104.0
76.0
5000 .
50.0 148.0 8.60 8.80 9.00 9.20
m/z 50.00 43.07%
|:|I-2|.(|)|?8i.0||“|||“l|||||‘“|‘||||||‘|||||||||||‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104.0
76.0 SRR SRR RS SRR
8.60 8.80 9.00 9.20
0
5000 50.0 m/z 74.00 17.50%
148.0
26.0
G L L N L W WL L BB WL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethyl ester R REmE e BRma
76.0 104.0 8.60 8.80 9.00 9.20
' m/z 148.00 14.02%
5000 50.0
148.0
o ki | 1220 | 1760
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

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 7 1(3H)-l1sobenzofuranone Concentration Rank 16

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

9.15 2.13 ng 115629 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-Isobenzofuranone 134 C8H602 000087-41-2 95
2 1.2-Benzenedicarboxaldehvde 134 C8H602 000643-79-8 90
3 1-Propanone. l-phenvl- 134 C9H100 000093-55-0 64
4 Benzhvdrazide. N2-(2-methoxv-5-n... 299 C15H13N304 349572-84-5 59
5 _alpha.,.alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 53

Abundance Scan 1201 (9.151 min): BF100545.D (-1196) (-) m/z 105.00 100.00%
106.0
5000 77.0
134.0
51.0
39.0 62.9 89.0 . 8.80 9.00 9.20 9.40
ol 131 m/z 77.00  41.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15258: 1(3H)-Isobenzofuranone
105.0
5000 .0
134.0 8.80 9.00 9.20 9.40
51.0 m/z 134.00 31.06%
o 260 %80 | 90 80 | wmeo |
miz> 10 % % 40 50 80 7 80 9 100 110 130 130 140 150
Abundance
77.0 105.0
51.0 880 9.00 9.20 940
5000 m/z 51.00 14 .22%
29.0 134.0
0l 120 63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #15293: 1-Propanone, 1-phenyl-

105.0 8.80 9.00 9.20 9.40

m/z 133.00 13.70%
5000 77.0
51.0 134.0
27.0 39.0 63.0 . 910 |

O T T T e e T T e R R S Rmassmsm s D

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.63 5.30 ng 288309 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 47
4 N-(1-Cvanovinvl)benzamide 172 C10H8N20 1000186-19-1 47
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1452 (10.628 min): BF100545.D (-1447) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 I | I
152.0 10.40 10.60 10.80 11.00
| AN NSO 2 1S N2 R e m/z 77.00 63.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LI IR UL SN B
182.0 10,40 10,60 10.80 11.00
510 m/z 182.10 45.02%
27.0 | L 910 | 1260 1520 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 10,40 10.60 10.80 11.00
5000 m/z 51.00 25.19%
51.0
o140 370 91.0 1250 1540
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile R EEam o RRREs ma
105.0 10.40 10.60 10.80 11.00
m/z 50.00 7.77%
77.0
5000
51.0
o 370 || L 910 | 1280 1540 1840
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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 Phthalic acid, isohexyl pen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.50 21.60 ng 965965 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isohexvl pent-2-e... 314 C19H2204 1000315-45-7 59
4-(Methvlthio)benzonitrile 149 C8H7NS 021382-98-9 53
3 Phthalic acid. allvl ethvl ester 234 C13H1404 033672-94-5 53
4 2-(Octvloxvcarbonvl)benzoic acid 278 C16H2204 1000373-53-3 47
5 Phthalic acid, phenyl propyl ester 284 C17H1604 1000314-86-9 47
Abundance Scan 1770 (12.498 min): BF100545.D (-1765) (-) m/z 149.00 100.00%
149.0
5000 %
50.0 104.0
208.1 12.20 12.40 12.60 12.80
Obrer et bbb e 2808 2380 Tm/z 132.00 21.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156501: Phthalic acid, isohexyl pent-2-en-4-yn-1-yl ester
149.0
85.0
5000 43.0 A------------------
12.20 12.40 12.60 12.80
212.0 m/z 104 .00 19.49%
O H \H‘ L] ‘H\ ! \121q ‘ 1830 y 3140
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149.0
A AR SR AR AR
12.20 12.40 12.60 12.80
5000 116.0 m/z 161.95 12.42%
45.0 90.0
01150
R R RN RN RN LA LN LA LA LR LA LA LAY LR LR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #88871: Phthalic acid, allyl ethyl ester R R RARREREs TS
149.0 12.20 12.40 12.60 12.80
m/z 105.00 12.25%
5000 41.0
177.0
104.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 10 Phthalic acid, isohexyl neo... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.55 24 .81 ng 1109630 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isohexvl neopenty... 320 C19H2804 1000308-97-7 72
2 Phthalic acid. di(2-methvlallvD)... 274 C16H1804 1000315-58-3 72
3 Benzvl butvl phthalate 312 C19H2004 000085-68-7 72
4 Phthalic acid. 1-(3-bromophenvl)... 432 C22H25Br04 1000377-87-9 64
5 Phthalic acid, 8-chlorooctyl eth... 340 C18H25CI104 1000356-85-6 64
Abundance Scan 1779 (12.551 min): BF100545.D (-1775) (-) m/z 149.00 100.00%
149.0
5000
76.0 104.0 208.1 12.20 12.40 12.60 12.80
Ob et bbb 800 b 238~ m/z 150.00  10.65%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161286: Phthalic acid, isohexyl neopentyl ester
149.0
5000 LN BURIURA UL SN
85.0 12.20 12.40 12.60 12.80
43.0 2370 m/z 208.10 9.92%
ol || 1220 Jl750 2030 2640 3050
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149.0
55.0 12.20 12,40 12.60 12.80
5000 m/z 104.00 9.62%
104.0 203.0
0 29.0 79.0 176.0 274.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154684: Benzyl butyl phthalate
149.0 12.20 12.40 12.60 12.80
91.0 m/z 105.00 5.64%
5000
65.0 206.0
123.0
0 \4:\L‘ O\L M ‘ M\ ) ‘\ \\‘ 178 0 J 238 0 312 0
miz-> 20 40 60 80 100 120 110 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 11 Phthalic acid, di(hept-4-yl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.13 5.32 ng 221361 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. di(hept-4-vl) ester 362 C22H3404 1000356-80-0 64
2 Phthalic acid. 3-methvlbut-2-en-... 276 C16H2004 1000315-44-6 64
3 Phthalic acid. entvl undec-2-en-... 346 C21H3004 1000315-41-3 64
4 2-(HeptvloxvcarbonvDbenzoic acid 264 C15H2004 1000373-67-7 64
5 Phthalic acid, cyclohexyl ethyl ... 276 C16H2004 1000315-33-3 59
Abundance Scan 1877 (13.127 min): BF100545.D (-1873) (-) m/z 149.00 100.00%
149.0
5000
410 760 104.0 207.1 12.80 13.00 13.20 13.40
Ot bt e b b 2800, | 2300 2660 30201 5715000 12.60%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #191972: Phthalic acid, di(hept-4-yl) ester
149.0
5000
12.80 13.00 13.20 13.40
m/z 132.00 11.30%
20.0 57 0 104 0 | 221.0 265 0
miz-> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
149.0
12.80 13.00 13.20 13.40
5000 m/z 103.95 9.48%
69.0
41.0
209.0
. 104.0 187.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #181353: Phthalic acid, entyl undec-2-en-1-yl ester B A B S e
149.0 12.80 13.00 13.20 13.40
m/z 207.10 9.00%
5000
177.0
200 540 8101050 | 201.0 27103000
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 12 Pentafluoropropionic acid, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.87 4.39 ng 182530 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
Abundance Scan 2003 (13.869 min): BF100545.D (-2001) (-) m/z 57.05 100.00%
57.0
83.1
5000
SR AR SUNRILA SR SR
1851 2171 2511 13.60 13.80 14.00 14.20
o 2809 m/z 43.00 84.64%
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57.0 83.0
5000 111.0 LR B SULLLE SR B
13.60 13.80 14.00 14.20
20.0 m/z 55.00 83.90%
168.0 196.0
o \\ ““\\1“09 ST Mo 3420
m/z--> 50 200 250 300
Abundance
57.0
o7.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.88%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
m/z--> " s0 100 150 200 250 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester el A B B AR B
57.0 13.60 13.80 14.00 14.20
83.0 m/z 69.05 72.04%
5000 111.0 mewﬂdmﬁdwmwA“M)wwwwvmww
29.0
o “ | | [100 18202100 2550 3060
miz--> D o Bo Ao o ao 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 13 unknownl15.89 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.89 12.62 ng 383987 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-((Prop-2-vnvloxv)carbonvDbenz... 204 C11H804 1000373-53-6 43
2 2-((But-3-envloxv)carbonvlbenzo... 220 C12H1204 1000373-53-4 38
3 2-((2-Ethvilbutoxv)carbonvl)benzo... 250 C14H1804 1000373-62-8 32
4 1H-Isoindole-1.3(2H)-dione. 2-am... 162 C8H6N202 001875-48-5 30
5 2-(Allyloxycarbonyl)benzoic acid 206 C11H1004 1000373-67-6 25
Abundance Scan 2347 (15.892 min): BF100545.D (-2342) (-) m/z 149.00 100.00%
149.0
207.1
5000 104.0
76.0
410 6 1\ oio0 2871 3371 15.60 15.80 16.00 16.20
Ol diper b Ly L A7OL ) 2490 2871 8371 m/z 207.10  66.75%
miz--> 50 100 150 200 250 300
Abundance #63934: 2-((Prop-2-ynyloxy)carbonyl)benzoic acid
149.0
5000 1040 TTT T T TTTT LR B
76.0 15.60 15.80 16.00 16.20
50.0 m/z 104.00 49.19%
o240 L o 200
miz--> 50 100 150 200 250 300
Abundance
149.0
15.60 15.80 16.00 16.20
5000 m/z 162.05 42.11%
54.0 104.0
oL ZLOyl td iy A7s02020
miz--> 50 100 150 200 250 300
Abundance #102168: 2-((2-Ethylbutoxy)carbonyl)benzoic acid P T T T T T
149.0 15.60 15.80 16.00 16.20
m/z 76.00 25.64%
5000 104.0
430 00
SR ﬁ,ﬂ.!.{., 2790 R e R RRREE T R
miz--> 50 100 150 200 250 300 15.60 15.80 16.00 16.20

8270-BF110817.M Wed Nov 15 12:16:40 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

Quant Method
Quant Title

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 14 unknownl5.94 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.94 9.54 ng 290446 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. butvl 2.2.2-trifl... 380 C20H19F304 1000377-70-2 22
2 2-((2-Ethvlbutoxv)carbonvl)benzo... 250 C14H1804 1000373-62-8 16
3 Phthalic acid. l-tert-butoxvprop... 322 C18H2605 1000371-00-7 14
4 Phenvltricvclol8.2.2.2(4.7)Thexa... 311 C23H21N 1000306-66-3 14
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 14
Abundance Scan 2355 (15.939 min): BF100545.D (-2352) (-) m/z 149.00 100.00%
149.0
207.1
104.0
5000
76.0
40 l ‘ J 250.0  303.2 338.1 378.1 15.60 1580 16.00 16.20
ob ot b b b L 2oRD 9E8e S30L SI8L1 Tm/z 207.05  73.41%
m/z--> 50 100 150 200 250 300 350
Abundance #202340: Phthalic acid, butyl 2,2,2-trifluoro-1-phenylethy...
149.0
5000 109.0 T T T[T T[T T T
15.60 15.80 16.00 16.20
0
26.0 ‘ 205.0 m/z 104.00 63.15%
o) ‘::‘. MH‘\‘H‘\\HI‘I i:::l“uuuu ||||3|06|.0|||||3|8|0.9
m/z--> 150 200 250 300 350
Abundance
149.0
15.60 15.80 16.00 16.20
m/z 162.10 41 _.59%
5000 104.0 z 0
43.0 76.0
o T . —
m/z--> 50 100 150 200 250 300 350
Abundance #162718: Phthalic acid, 1-tert-butoxyprop-2-yl propy! ester LB LI e i
149.0 15.60 15.80 16.00 16.20
m/z 132.00 30.04%
5000
570 114.0 209.0
.0 249.0
0|2|7|OIL\ ||L||‘|t|“||| |11|78|q A ———T T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF110817.M Wed Nov 15 12:16:41 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 15 unknownl15.99 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 21.71 ng 660853 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-phenvlethvl pro... 312 C19H2004 1000309-77-1 38
2 2-((2-Ethvilbutoxv)carbonvlbenzo... 250 C14H1804 1000373-62-8 32
3 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 30
4 2-(Hexvloxvcarbonvl)benzoic acid 250 C14H1804 1000373-63-0 30
5 1,2-Benzenedicarboxylic acid, di... 250 C14H1804 000131-16-8 25
Abundance Scan 2364 (15.992 min): BF100545.D (-2359) (-) m/z 149.00 100.00%
149.0
207.1
5000 104.0
76.0
411 15.60 15.80 16.00 16.20 16.40
0 SRR FSPRTED NN N .76.'1ll A 2091 2971 3381 m/z 207.10  72.44%
m/z--> 50 100 150 200 250 300
Abundance #154707: Phthalic acid, 2-phenylethyl propy! ester
104.0
5000 ERARRUARRR AR B
149.0 1560 15.80 16.00 16.20 16.40
m/z 104.00 51.40%
43.0 76.0
m/z--> o '55' ' "160" "150" "200" "250" "360" o

Abundance
149.0

15.60 15.80 16.00 16.20 16.40
5000 m/z 162.10 46 .01%

104.0
76.0
43.0
15.0 179.0
O L e e e e e B T L e e e o e e e o e S |
m/z--> 50 100 150 200 250 300
Abundance : i i i i

#102201: 1,2-Benzenedicarboxylic acid, bis(1-methylethyl) ... LB o o o e
149.0 15. 60 15. 80 16. OO 16 20 16. 40
m/z 76.00 25.77%

5000 W
76.0
oL 50077080 | 209.0 2500

| L 4
LI L S L B B R N B N N NN B LA L B | L L L LB L B

m/z--> 50 100 150 200 250 300 15 60 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 16 unknownl16.08 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.08 18.97 ng 577308 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-((2-Ethvilbutoxv)carbonvlbenzo... 250 C14H1804 1000373-62-8 32
2 2-((Prop-2-vnvloxvy)carbonvl)benz... 204 C11H804 1000373-53-6 32
3 Phthalic acid. 2-phenvlethvl pro... 312 C19H2004 1000309-77-1 25
4 2-(Propoxycarbonvlbenzoic acid 208 C11H1204 1000373-63-1 22
5 2-(Isobutoxycarbonyl)benzoic acid 222 C12H1404 1000373-52-8 16
Abundance Scan 2379 (16.080 min): BF100545.D (-2374) (-) m/z 149.00 100.00%
149.0
104.0 207.1
5000
ﬂOJO \ \ 249.1 m1%m%mm& 15.80 16,00 16.20 16.40
ot B0 Ly by L 2B 2P 338.1369.240. m/z 207.05 69.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102168: 2-((2-Ethylbutoxy)carbonyl)benzoic acid
149.0
5000 104.0 15.80 16.00 16,20 16.40
43.0 m/z 104.00 61.61%
OHHJH“M\“\ Ao
m/z--> 150 200 250 300 350 400
Abundance
149.0

15.80 16.00 16.20 16.40
5000 104.0 m/z 162.05 41.38%

50.0
0 204.0
m/z--> 50 100 150 200 250 300 350 400
Abundance : i i

#154707: Phthalic acid, 2-phenylethyl propy! ester LB o o
104.0 15. 80 16. 00 16. 20 16. 40

m/z 190.05 35.27%

5000 149.0
43.0 ’
0

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. OO 16. 20 16. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111417\
Data File : BF100545.D

Aca On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample : 16389-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : 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 17 unknownl6.58 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.58 8.05 ng 245016 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
8-13-0x0-2-(pent-2-en-1-vcvclo... 292 C18H2803 1000105-21-8 38
2 Phthalic acid. isoporpvl propvl ... 250 C14H1804 1000314-99-7 30
3 1.2-Benzenedicarboxvlic acid. bi... 250 C14H1804 000605-45-8 27
4 2-(Octvloxvcarbonvl)benzoic acid 278 C16H2204 1000373-53-3 27
5 1,2-Benzenedicarboxylic acid, di... 250 C14H1804 000131-16-8 27
Abundance Scan 2464 (16.580 min): BF100545.D (-2460) (-) m/z 149.00 100.00%
148.0
5000 104.0 207.1
so 760 235.1
16.20 16.40 16.60 16.80
0 ,....,..-.'! .'.'l.l,...'.,'....,....,. T80 b FOLL 2900 3210 | m/z 104.00  43.98%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137983: 8-[3-Ox0-2-(pent-2-en-1-yl)cyclopent-1-enylloctan...
149.0 177.0
5000 122.0 SRR
2170 292.0 16.20 16.40 16.60 16.80
246.0 m/z 207.10 41.58%
0 I""I""I""I""I""I""'I' - ...‘ \”H” \””‘ . .‘... ‘...‘. e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
149.0 A
16.20 16.40 16.60 16.80
5000 m/z 235.10 28.15%
0 43.0 76.0 104.0 209.0 o550
MR AR AR R AN LARAN AR LA LA LA UL RALRN LAY LA LA LR KN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #102201: 1,2-Benzenedicarboxylic acid, bis(1-methylethyl) .. T T P T e T
149.0 16.20 16.40 16.60 16.80

m/z 76.00 20.85%

5000

50.0 /6.0 104.0 | 209.0 9500

e - A A RARAR AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111417\
Data File : BF100545.D

Acq On : 14 Nov 2017 16:27

Operator : SJ/JU

Sample - 16389-19

Misc :

ALS Vial : 10 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 11.8 ng 527445 1 6.89 891981 20.0
unknown6 .66 6.66 58.8 ng 2624100 1 6.89 891981 20.0
Hexanoic acid, 2-... 7.53 2.1 ng 93129 1 6.89 891981 20.0
2-Hydroxy-iso-but. .. 8.72 2.4 ng 135110 2 8.17 1118400 20.0
Phthalic anhydride 8.94 23.9 ng 1338720 2 8.17 1118400 20.0
1(3H)-I1sobenzofur. .. 9.15 2.1 ng 115629 3 9.92 1087540 20.0
Benzophenone 10.63 5.3 ng 288309 3 9.92 1087540 20.0
Phthalic acid, is... 12.50 21.6 ng 965965 4 11.41 894579 20.0
Phthalic acid, is... 12.55 24.8 ng 1109630 4 11.41 894579 20.0
Phthalic acid, di... 13.13 5.3 ng 221361 5 14.05 831437 20.0
Pentafluoropropio... 13.87 4.4 ng 182530 5 14.05 831437 20.0
unknown15.89 15.89 12.6 ng 383987 6 15.52 608741 20.0
unknownl15.94 15.94 9.5 ng 290446 6 15.52 608741 20.0
unknownl15.99 15.99 21.7 ng 660853 6 15.52 608741 20.0
unknown16 .08 16.08 19.0 ng 577308 6 15.52 608741 20.0
unknownl16.58 16.58 8.1 ng 245016 6 15.52 608741 20.0
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