LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\

Data File : BF118245.D

Aca On - 18 Dec 2019 00:04 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

3?22Ie : K6292-01 2X o

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-BF120619 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.057 501 505 514 rBV 193606 213397 6.83% 0.536%
2 5.469 572 575 592 rBV 790787 849787 27 .20% 2.133%
3 6.486 745 748 768 rBY 1060460 1170786 37.48% 2.939%
4 6.628 768 772 779 rBV 1414878 1164245 37.27% 2.923%
5 6.857 808 811 818 rBV 871836 719294 23.03% 1.806%
6 7.016 834 838 846 rBVY 1167425 965695 30.91% 2.424%
7 7.422 903 907 918 rBV 748750 674962 21.61% 1.694%
8 8.145 1027 1030 1053 rVvB 1022559 928253 29.71% 2.330%
9 9.222 1210 1213 1224 rBV 1530655 1269951 40.65% 3.188%
10 9.569 1269 1272 1278 rVB 191919 149724 4_.79% 0.376%
11 9.622 1278 1281 1288 rBV 91773 90812 2.91% 0.228%
12 9.910 1326 1330 1333 rBv 1104671 942830 30.18% 2.367%
13 10.545 1435 1438 1442 rBvV2 54234 73911 2.37% 0.186%
14 10.698 1462 1464 1470 rVB 394079 356715 11.42% 0.895%
15 10.810 1480 1483 1485 rBvV 66206 61773 1.98% 0.155%
16 11.004 1513 1516 1520 rBvV 81820 120275 3.85% 0.302%
17 11.098 1529 1532 1534 rBvV2 48112 38029 1.22% 0.095%
18 11.133 1536 1538 1541 rBvV 62625 55850 1.79% 0.140%
19 11.263 1557 1560 1561 rBvV 68986 52281 1.67% 0.131%

20 11.292 1561 1565 1571 rVB2 109407 207189 6.63% 0.520%

21 11.404 1580 1584 1586 rBV 969325 855887 27.40% 2.149%
22 11.427 1586 1588 1595 rVvv2 193981 348157 11.14% 0.874%

23 11.480 1595 1597 1599 rVB 76339 55995 1.79% 0.141%
24 11.510 1599 1602 1604 rBV2 69359 63668 2.04% 0.160%
25 11.533 1604 1606 1610 rBv4 43823 53232 1.70% 0.134%

26 11.574 1610 1613 1615 rBV2 106110 114090 3.65% 0.286%
27 11.704 1631 1635 1638 rBV 150608 235748 7.55% 0.592%
28 11.857 1658 1661 1666 rBV 330610 477094 15.27% 1.198%
29 11.927 1670 1673 1675 rBV 193944 208248 6.67% 0.523%
30 11.957 1675 1678 1681 rBV3 97840 91389 2.93% 0.229%

31 11.992 1681 1684 1686 rBV2 269583 316206 10.12% 0.794%
32 12.074 1696 1698 1700 rVB 152443 115711 3.70% 0.290%
33 12.104 1700 1703 1706 rBV2 368654 437074 13.99% 1.097%
34 12.257 1726 1729 1731 rBV 384842 459595 14.71% 1.154%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\

Data File : BF118245.D

Aca On - 18 Dec 2019 00:04 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

a?ggle : K6292-01 2X o

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\HPCHEM1I\BNA F\METHODS\8270-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.321 1738 1740 1743 rBV 148598 148960 4.77% 0.374%

36 12.351 1743 1745 1746 rBV 137955 91341 2.92% 0.229%
37 12.386 1748 1751 1755 rBV 443536 529809 16.96% 1.330%
38 12.492 1767 1769 1772 rBV 439221 503564 16.12% 1.264%
39 12.633 1789 1793 1797 rBV2 625541 948492 30.36% 2.381%
40 12.733 1808 1810 1812 rBV2 212096 228367 7.31% 0.573%

41 12.898 1836 1838 1845 rVB 466578 563748 18.05% 1.415%
42 12.998 1849 1855 1865 rBV2 1777346 3123888 100.00% 7.842%
43 13.221 1891 1893 1896 rBVY 433073 423699 13.56% 1.064%
44 13.251 1896 1898 1904 rVB 493146 647203 20.72% 1.625%
45 13.351 1912 1915 1919 rBVY 658689 851023 27.24% 2.136%

46 13.815 1992 1994 2000 rVB2 779411 921077 29.48% 2.312%
47 14.009 2024 2027 2028 rBV 497330 514434 16.47% 1.291%
48 14.039 2029 2032 2034 rvv2 802032 1003565 32.13% 2.519%
49 14.315 2076 2079 2084 rBV 609980 689936 22.09% 1.732%
50 14.404 2091 2094 2097 rVV 1077565 1077770 34.50% 2.706%

51 14.439 2098 2100 2106 rVB 978207 1017732 32.58% 2 .555%
52 14.657 2133 2137 2142 rVB 2245810 2400939 76.86% 6.027%
53 14.827 2164 2166 2169 rVB 315228 280685 8.99% 0.705%
54 14.921 2180 2182 2189 rVB 283471 343271 10.99% 0.862%
55 15.027 2196 2200 2205 rBV 1514149 1801838 57.68% 4.523%

56 15.086 2207 2210 2214 rVB 634949 651650 20.86% 1.636%
57 15.339 2247 2253 2258 rVB 1539606 2882214 92.26% 7.235%
58 15.556 2286 2290 2295 rVB2 518574 750210 24.02% 1.883%
59 15.780 2324 2328 2330 rBV 444090 596045 19.08% 1.496%
60 15.804 2330 2332 2337 rVB 419238 536524 17.17% 1.347%

61 16.192 2393 2398 2406 rVB 922918 1437269 46.01% 3.608%
62 16.792 2495 2500 2508 rVB 220977 411691 13.18% 1.033%
63 17.350 2590 2595 2605 rVB 239860 521044 16.68% 1.308%

Sum of corrected areas: 39835841
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118245.D

3500000
3000000
2500000
2000000
1500000

1000000 5.47

6.63

6.49 7.02

500000
5.06
ol I\

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: BF118245.D

3500000

3000000

2500000

2000000

1500000 9.22

8.15 9.91

1000000

500000

13.00

o e et e S

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00 12.50 13.00

Abundance TIC: BF118245.D

3500000

14.04  14.40

3000000
15.03

2500000

2000000

1500000

1000000

500000

17.35
—

o

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

I T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 4

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

6.63 32.37 ng 1164250 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 772 (6.628 min): BF118245.D (-768) (-) m/z 132.00 100.00%
5000 68
© s |l e P rosine 620 640 650 B> 760
B E e m/z 68.00 36.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 A I I IR N
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.43%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal (
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 24.29%
97
‘ 29 ‘ 117
||||‘|‘||“| L ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180 1 L
Abundance #52379: Tranylcypromine-propiony! RS S A s S s B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 15.61%
5000 98 116
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 10-Methylnonadecane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.86 11.15 ng 477094 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvIlnonadecane 282 C20H42 056862-62-5 80
2 Pentadecane 212 C15H32 000629-62-9 72
3 Tetradecane 198 C14H30 000629-59-4 64
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 1662 (11.863 min): BF118245.D (-1658) (-) m/z 57.10 100.00%
57 71
5000
126 11.60 11.80 12.00 12.20
182197
141 168 213 236 261 278 77 71.10 86 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129494: 10-Methylnonadecane
57
43 | 71
85
5000 LI L B SULRLLN UL
nmnmnmnm
99 154 m/z 43.10 60.71%
2 | U357 | 26
SN N N N S S 2 AR L .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71396: Pentadecane
57
43 IR DU BN SURUBN SR
71 g5 11.60 11.80 12.00 12.20
5000 m/z 85.10 51.41%
29 99
s | ||| 1875691310721
m/z--> ﬁo 45 65 éo 160 150 150 1éo 180 200 220 240 2éo 2§o
Abundance #59879: Tetradecane N o o o oSS
57 11.60 11.80 12.00 12.20
43 - m/z 55.10 37 .05%
5000 85
29
15 \‘ 4 L i 9\\9 1}312‘7141155169 198
m/z--> ﬁo 45 65 éo 160 150 150 1éo 180 200 220 240 2éo 2§o 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Decane, 3,8-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.10 10.21 ng 437074 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 87
3 10-Methvlnonadecane 282 C20H42 056862-62-5 86
4 Octadecane 254 C18H38 000593-45-3 86
5 9-methylheptadecane 254 C18H38 026741-18-4 86
Abundance Scan 1702 (12.098 min): BF118245.D (-1700) (-) m/z 57.10 100.00%
57
43 71
5000 85
9 115 1180 12,00 1220 1240
. | |l g 70127 154168183109 221238 267 290 R CRET

et e e e || M/Z 43.10 68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38349: Decane, 3,8-dimethyl-

11:80 12,00 12.20 12.40
m/z 71.10 65.24%

5000

141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129499: Nonadecane, 9-methyl-
57

4 | 7 N
85 11.80 12.00 12.20 12.40

5000 m/z 85.10 49 _80%

29 99 140 168
| N L 154 | 183107211295230253267 2682

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129494: 10-Methylnonadecane R R R
57 11.80 12.00 12.20 12.40
m/z 41.10 33.93%
43 | 71
85
5000
29 ® 113 174
et o R e B e menmaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.26 10.74 ng 459595 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
3 Hexacosane 366 C26H54 000630-01-3 70
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 68
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1730 (12.263 min): BF118245.D (-1726) (-) m/z 57.10 100.00%
57
85
5000

141 196 12.00 12.20 12.40 12.60
S I‘ " AL 08 025 ass e m/z 71.10 92.25%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LIS L L L LB L B
12.00 12.20 12.40 12.60
m/z 43.10 73.07%
29 13 4
LA 300 107 225 253 296
L e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
R S REEmE s
85 12.00 12.20 12.40 12.60
5000 m/z 85.10 57 .59%
29 111 10 168
DAL 5 | 107 209 267
e i L e e e e e e e e e L
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e  RRRaE Bam s
57 12.00 12.20 12.40 12.60
m/z 55.00 31.65%
5000 85
29 113
L i L 77,141 169 197 225 253 295 323 367
— et e R S REEmE s
m/z--> 50 100 150 200 250 300 350 12. OO 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 6 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.39 12.38 ng 529809 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1752 (12.392 min): BF118245.D (-1748) (-) m/z 57.10 100.00%

5000

12.00 12.20 12.40 12.60 12.80

155 183206 239 267291

0 m/z 71.10 59.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LI I N B B

12.IOO 12.I20 12.I4O 12!60 12.I80
m/z 43.10 45.94%

113 141 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
S am e ERRaE R
12.00 12.20 12.40 12.60 12.80
5000 85 m/z 85.10 41.23%
113 141
|| || 77,141 169 197 225 253 281 309 337 365 437
A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl- B B E e
57 12.00 12.20 12.40 12.60 12.80
m/z 41.10 28.82%
5000 85
113 155
183
S 1 O I PR s - N
m/z--> 50 100 150 200 250 300 350 400 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Nonadecane, 9-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.49 11.77 ng 503564 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 95
2 Heneicosane 296 C21H44 000629-94-7 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1769 (12.492 min): BF118245.D (-1767) (-) m/z 57.10 100.00%
57
5000
4
12.20 12.40 12.60 12.80
155
18207 225 245 266 296 m/z 71.10 76.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 LRI SR UL SN B
4 1220 12.40 12,60 12.80
140 o m/z 43.10 70.32%
1. | |, | 183 211 239 267282
m/z--> 20 40 éo 85 160 150 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57
12.20 12.40 12,60 12.80
5000 4 85 m/z 85.10 60.59%
15 ‘ T LML 169 197 225 253268 296
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane AR EEREE L
57 12.20 12.40 12.60 12.80
m/z 41.10 34.37%
5000 85
4
i8] | | 1 189 107 2%
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.25 12.90 ng 647203 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 80
Abundance Scan 1898 (13.251 min): BF118245.D (-1896) (-) m/z 57.10 100.00%
57
85
5000
113 TT2100 1290 13140 13 60
141 169 215 13.00 13.20 13.40 13.60
ol \ , l ! .IJ L P 29007238 275 809331 0 m/z 71.10  69.69%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LS SRR BRI UL B
13.00 13.20 13. 40 13.60
m/z 85.10 66.53%
29\ 13
A N [ ]l 1] I 1 1(?9 197 225 253 282
m/z--> 55 160 150 260 250 360 3éo
Abundance #194493: Hexacosane
57
" 13.00 13.20 13.40 13.60
5000 85 m/z 43.10 55.83%
ZPJ i | 4 Y2 141 169 107 205 253 295 323 367
m/z--> 50 160 1%0 260 2%0 300 3éo
Abundance #215181: 2-methyloctacosane I a  BREEEEES B
57 13.00 13.20 13.40 13.60
m/z 41.10 31.21%
5000 85
2?& I ‘ ”113 1§1 169 197 225 267 295 365 393
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&'30 ' 13 Ioo 13 20 13. 40 13|60

8270-BF120619.M Wed Dec 18 18:21:17 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1,2-Benzenedicarboxylic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.82 18.36 ng 921077 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 362 C22H3404 003648-21-3 83
2 Phthalic acid. hept-2-vl isobutv... 320 C19H2804 1000356-97-0 80
3 Phthalic acid. butvl hept-3-vl e... 320 C19H2804 1000356-98-7 72
4 Phthalic acid. di(hept-2-vl) ester 362 C22H3404 1000356-98-3 72
5 Phthalic acid, hept-3-yl isobuty... 320 C19H2804 1000356-98-6 72
Abundance Scan 1995 (13.821 min): BF118245.D (-1992) (-) m/z 149.00 100.00%
149
5000
57 13.60 13.80 14.00 14.20
104 167 265
ol 38 /5 0122 | 17186206 22824777 298 323 348366 | n77  57.10  10.37%
m/z--> 50 100 150 200 250 300 350
Abundance #192094: 1,2-Benzenedicarboxylic acid, diheptyl ester
149
5000 R AN SR SO B
13.60 13.80 14.00 14.20
m/z 150.00 9.03%
>/ 76 104122 | 167 247265 362
m/z--> 50 100 150 200 250 300 350
Abundance #161285: Phthalic acid, hept-2-yl isobutyl ester
149
1360 13.80 14.00 14.20
5000 m/z 56.10 5.43%
57
20 | 76 104120 | 167 2057 s
m/z--> 50 100 150 200 250 300 350
Abundance #161255: Phthalic acid, butyl hept-3-yl ester RS EmmEs o L
149 13.60 13.80 14.00 14.20
m/z 265.10 4 _80%
5000
29 57 76 104122 | 167 205923
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF120619.M Wed Dec 18 18:21:18 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Phthalic acid, decyl 3-meth... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14 .32 13.75 ng 689936 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. decvl 3-methvlbut... 376 C23H3604 1000356-81-1 59
2 Phthalic acid. 3-methvlbutvl pen... 446 C28H4604 1000356-81-6 59
3 Phthalic acid. 3-methvlbutvl oct... 348 C21H3204 1000356-80-9 59
4 Phthalic acid. heptvl 6-methvlhe... 376 C23H3604 1000377-96-1 53
5 Phthalic acid, heptyl undecyl ester 418 C26H4204 1000308-94-0 53
Abundance Scan 2080 (14.321 min): BF118245.D (-2076) (-) m/z 149.00 100.00%
57 149
5000 85
o5 127 265 14.00 14.20 14.40 14.60
ol ,I. L4953 57, 168 197210099 *286306 332353 378 404 | /57 10 g0, 350
miz--> 50 100 150 200 250 300 350 400
Abundance #200594: Phthalic acid, decyl 3-methylbuty! ester
149
5000 R U SRR R AR
14.00 14.20 14.40 14.60
m/z 71.10 58.37%
a3 T 237
L, | 104 176 307
miz--> 50 100 150 200 250 300 350 400
Abundance #226395: Phthalic acid, 3-methylbutyl pentadecy! ester
149
14.00 14.20 14.40 14.60
5000 m/z 43.10 49.51%
71
237
f?“ | 104125 176 211 | 377
miz--> 50 100 150 200 250 300 350 400
Abundance #182776: Phthalic acid, 3-methylbutyl octyl ester T
149 14.00 14.20 14.40 14.60
m/z 85.10 42 .15%
5000
71
‘? ‘ J‘ 104 176 237 279
miz--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF120619.

M Wed Dec 18 18:21:19 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Phthalic acid, heptyl octyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.40 21.48 ng 1077770 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl octvl ester 376 C23H3604 088216-58-4 90
2 Phthalic acid. heptvl undecvl ester 418 C26H4204 1000308-94-0 87
3 Phthalic acid. 2-ethvlbutvl hept... 348 C21H3204 1000356-89-2 86
4 1.2-Benzenedicarboxvlic acid. di... 362 C22H3404 003648-21-3 86
5 Phthalic acid, hexyl heptyl ester 348 C21H3204 1000308-93-8 72
Abundance Scan 2093 (14.398 min): BF118245.D (-2091) (-) m/z 149.00 100.00%
149
5000
43 14.00 14.20 14.40 14.60 14.80
70 104
ol il i 237126 | 168 195 223243205 293316335 373 402 | 77 43.10  11.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200545: Phthalic acid, heptyl octyl ester
149
5000 U BRI BRI ISR I
14.00 14.20 14.40 14.60 14.80
m/z 150.00 9.97%
, | ,| 83104123 176 26 .292 376
m/z--> 50 100 150 200 250 300 350 400
Abundance #218619: Phthalic acid, heptyl undecy! ester
149
14.00 14.20 14.40 14.60 14.80
5000 m/z 57.10 9.44%
29 n 331042 | s
m/z--> 50 100 150 200 250 300 350 400
Abundance #182775: Phthalic acid, 2-ethylbutyl hepty! ester e o
149 14.00 14.20 14.40 14.60 14.80
m/z 41.10 8.86%
5000
] .\658?19?, I . S
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF120619.M Wed Dec 18 18:21:20 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Phthalic acid, heptyl hept-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14._.44 20.28 ng 1017730 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl hept-4-vl ... 362 C22H3404 1000356-78-8 86
2 Phthalic acid. butvl hept-2-vl e... 320 C19H2804 1000356-97-1 86
3 Phthalic acid. heptvl hex-3-vl e... 348 C21H3204 1000356-95-8 86
4 Phthalic acid. di(hept-2-vIl) ester 362 C22H3404 1000356-98-3 80
5 Phthalic acid, hept-3-yl octyl e... 376 C23H3604 1000356-99-2 80
Abundance Scan 2100 (14.439 min): BF118245.D (-2098) (-) m/z 149.00 100.00%
149
5000

14.20 14.40 14.60 14.80

39 ,| 76 104123 168188 217 242 265 293 323 356 385

O = e B T Bimanc m/z 57.10 10.60%
m/z--> 50 100 150 200 250 300 350
Abundance #191990: Phthalic acid, heptyl hept-4-yl ester
149
5000 LIRS
14.20 14.40 14.60 14.80
m/z 150.00 9.55%
29 | ] 76 98 123 | 168 ; 265
S B A e T
m/z--> 50 100 150 200 250 300 350
Abundance #161257: Phthalic acid, butyl hept-2-yl ester
149
I RRAR RS SR
14.20 14.40 14.60 14.80
5000 m/z 43.10 9.08%
29 5776 98 121 ’ i
—— e
m/z--> 50 100 150 200 250 300 350
Abundance #182728: Phthalic acid, heptyl hex-3-yl ester b RREmE EE e
149 14.20 14.40 14.60 14.80
m/z 41.10 8.05%
5000
29, %" 84104123 | 168 265
T e T R B A
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14. 60 14. 80

8270-BF120619.M Wed Dec 18 18:21:21 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Phthalic acid, heptyl hept-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.03 48.04 ng 1801840 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. heptvl hept-2-vl ... 362 C22H3404 1000356-97-4 86
2 Phthalic acid. hexvl 6-methvlhep... 362 C22H3404 1000377-96-0 80
3 Phthalic acid. heptvl hept-3-vl ... 362 C22H3404 1000356-99-1 80
4 Phthalic acid. heptvl hept-4-vl ... 362 C22H3404 1000356-78-8 80
5 Phthalic acid, hept-3-yl nonyl e... 390 C24H3804 1000356-99-3 80
Abundance Scan 2200 (15.027 min): BF118245.D (-2196) (-) m/z 149.00 100.00%
149
5000

14.80 15.00 15.20 15.40

43
| 71 104127 169101 217239 265 293 321343 372 410

Ob el S 5 i S L m/z 43.10 11.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #191993: Phthalic acid, heptyl hept-2-yl ester
149
5000 LA B L L L L L L

14.80 15.00 15.20 15.40
m/z 57.10 10.93%

57 265
29 ) 77 98 123
m/z--> 50 100 150 200 250 300 350 400
Abundance #192087: Phthalic acid, hexyl 6-methylhept-2-yl ester
149
R e e R A mEE
14.80 15.00 15.20 15.40
5000 m/z 150.00 9.74%
3 60 104 | 251
m/z--> 50 100 150 200 250 300 350 400
Abundance #191991: Phthalic acid, heptyl hept-3-yl ester B B B L B
149 14.80 15.00 15.20 15.40
m/z 41.10 7.37%
5000
265
1l 1‘ 7 98 123 ‘ | !
m/z--> 50 100 150 200 250 300 350 400 14.80 15. OO 15. 20 15. 40

8270-BF120619.M Wed Dec 18 18:21:21 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Phthalic acid, hexyl heptyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.34 76.84 ng 2882210 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hexvl heptvl ester 348 C21H3204 1000308-93-8 86
2 Phthalic acid. heptvl 3-methvlbu... 334 C20H3004 1000356-80-8 78
3 Phthalic acid. 8-chlorooctvl hep... 410 C23H35C104 1000356-86-3 78
4 Phthalic acid. butvl dodecvl ester 390 C24H3804 1000308-93-9 72
5 Phthalic acid, decyl 3,5-dimethy... 410 C26H3404 1000309-79-0 72
Abundance Scan 2253 (15.339 min): BF118245.D (-2247) (-) m/z 149.00 100.00%
149
5000
57 15.00 15.20 15.40 15.60
265
ol A 83102126 | 176 217 244205 203 321 349369394419 | /7 150.00  9.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #182716: Phthalic acid, hexyl heptyl ester
149
5000 AU BN U
15.00 15.20 15.40 15.60
m/z 57.10 8.64%
43 76 104 251
mz-> 50 100 150 200 250 300 350 400
Abundance #172526: Phthalic acid, heptyl 3-methyloutyl ester
149
15.00 15.20 15.40 15.60
5000 m/z 43.10 7.93%
¢, T 10 76 27 265
IIII""I""""""""""I""IIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #215633: Phthalic acid, 8-chlorooctyl hepty! ester R e EEAER R
149 15.00 15.20 15.40 15.60
m/z 41.10 6.53%
5000
29 S7 77 104 176 265 313 375
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF120619.M Wed Dec 18 18:21:22 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 16 Phthalic acid, 2-ethylbutyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.78 15.89 ng 596045 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 2-ethvlbutvl nonv... 376 C23H3604 1000356-89-4 86
2 Phthalic acid. decvl nonvl ester 432 C27H4404 1000308-89-8 86
3 Phthalic acid. hept-3-vl undecvl... 418 C26H4204 1000356-99-5 80
4 1.2-Benzenedicarboxvlic acid. is... 418 C26H4204 001330-96-7 72
5 Phthalic acid, 6-ethyl-3-octyl h... 404 C25H4004 1000315-17-7 72
Abundance Scan 2328 (15.780 min): BF118245.D (-2324) (-) m/z 149.00 100.00%
149
5000 4 E
43
71 293 15.40 15.60 15.80 16.00
ol Al 204125 | 176 204 230 265 ZY 521342365 404428 | 7, 43 10 11.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200578: Phthalic acid, 2-ethylbutyl nonyl ester
149
5000 R UM BN SUURL B
15.40 15.60 15.80 16.00
m/z 150.00 9.60%
I] PR | 122 | 251 2913
m/z--> 50 100 150 200 250 300 350 400
Abundance #222788: Phthalic acid, decyl nonyl ester
149
15.40 15.60 15.80 16.00
5000 m/z 57.10 8.28%
4\.|3 If} 6“9 104126 | 29\3 M
m/z--> 50 100 150 200 250 300 350 400
Abundance #218630: Phthalic acid, hept-3-yl undecyl ester e EARRs RS
149 15.40 15.60 15.80 16.00
m/z 41.10 7.06%
- M
20 °' 98123 | | 265 321
m/z--> 5'0 100 150 200 250 300 350 400 1540 15.60 15.80 16.00

8270-BF120619.M Wed Dec 18 18:21:23 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 17 Phthalic acid, 4-methylhept... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.80 14.30 ng 536524 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 4-methvlhept-3-vl... 432 C27H4404 1000377-94-6 72
2 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 72
3 Phthalic acid. 7-methvloct-3-vn-... 442 C28H4204 1000315-43-3 68
4 Phthalic acid. heptadecvl trans-... 486 C31H5004 1000360-49-5 64
5 Phthalic acid, hex-3-yl undecyl ... 404 C25H4004 1000356-96-2 64
Abundance Scan 2331 (15.798 min): BF118245.D (-2330) (-) m/z 149.00 100.00%
149
5000 d
41
71 g7 127 200 242265 321 363 389 15.40 15.60 15.80 16.00 16.20
J' L bs | 175200, 242205267 ) 363IWMS | “wjz 41.10  17.18%
m/z--> 100 150 200 250 300 350 400
Abundance #222861: Phthalic acid, 4-methylhept-3-yl undecy! ester
149
5000 A SR BRI IR
1540 15.60 15.80 16.00 16.20
m/z 55.10 16.13%
20,5 85 112 | 321
I 00" AT A" A" "0 "H00""S0D" "SRl
Abundance #231794: 1,2-Benzenedicarboxylic acid, diundecy! ester
149
15.40 15.60 15.80 16.00 16.20
5000 m/z 150.00 15.33%
3 83105126 | 176 60 2
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #225446: Phthalic acid, 7-methyloct-3-yn-5-yl undecyl ester
149 15.40 15.60 15.80 16.00 16.20
m/z 43.10 13.49%
- m
29 \‘j J“‘ 122973 227 270 304 399 442
m/z--> 50 100 150 200 250 300 350 400 ' 1540 15.60 15.80 16.00 16.20

8270-BF120619.M Wed Dec 18 18:21:24 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118245.D

Aca On : 18 Dec 2019 00:04

Operator :© JU

Sample : K6292-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 18 1,2-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 38.32 ng 1437270 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 83
2 Phthalic acid. 4-methvlpent-2-vl... 376 C23H3604 1000356-87-9 80
3 1.2-Benzenedicarboxvlic acid. di... 418 C26H4204 000084-76-4 78
4 Phthalic acid. 3-methvlbutvl non... 362 C22H3404 1000356-81-0 78
5 Phthalic acid, butyl dec-2-yl ester 362 C22H3404 1000356-93-9 72
Abundance Scan 2398 (16.192 min): BF118245.D (-2393) (-) m/z 149.00 100.00%
149
5000 ﬁ “
43 15.80 16.00 16.20 16.40 16.60
71
oLl 1. 204126 | 176 217238260 293 321344366387 418442 | /7 150.00  9.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #231794: 1,2-Benzenedicarboxylic acid, diundecyl ester
149
15.80 16.00 16.20 16.40 16.60
m/z 43.10 9.61%
3 83104126 | 176 260 321
m/z--> 50 100 150 200 250 300 350 400
Abundance #200634: Phthalic acid, 4-methylpent-2-yl nony! ester
149
15.80 16.00 16.20 16.40 16.60
5000 m/z 57.10 6.95%
L‘ Ll I 123 251 293
m/z--> 50 100 150 200 250 300 350 400
Abundance #218679: 1,2-Benzenedicarboxylic acid, dinony! ester BT
149 15.80 16.00 16.20 16.40 16.60
m/z 41.05 6.01%
5000
293
43 71 104126 | 176 204 320 361 418
m/z--> 50 100 150 200 250 300 350 400 ' 15.80 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121719\

Data File : BF118245.D

Acq On : 18 Dec 2019 00:04 Instrument :
Operator : JU BNA_F _
Sample 1 K6292-01 2X ClientSampleld :
Misc : 72-11999

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

Phthalic acid, 4-... 15.80 14.3 ng 536524
1,2-Benzenedicarb... 16.19 38.3 ng 1437270

15.56 750210 20.0
15.56 750210 20.0

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.63 6.63 32.4 ng 1164250 1 6.86 719294 20.0
10-Methylnonadecane 11.86 11.2 ng 477094 4 11.40 855887 20.0
Decane, 3,8-dimet... 12.10 10.2 ng 437074 4 11.40 855887 20.0
Heneicosane 12.26 10.7 ng 459595 4 11.40 855887 20.0
Octacosane 12.39 12.4 ng 529809 4 11.40 855887 20.0
Nonadecane, 9-met... 12.49 11.8 ng 503564 4 11.40 855887 20.0
Eicosane 13.25 12.9 ng 647203 5 14.06 1003570 20.0
1,2-Benzenedicarb... 13.82 18.4 ng 921077 5 14.06 1003570 20.0
Phthalic acid, de... 14.32 13.8 ng 689936 5 14.06 1003570 20.0
Phthalic acid, he... 14.40 21.5 ng 1077770 5 14.06 1003570 20.0
Phthalic acid, he... 14.44 20.3 ng 1017730 5 14.06 1003570 20.0
Phthalic acid, he... 15.03 48.0 ng 1801840 6 15.56 750210 20.0
Phthalic acid, he... 15.34 76.8 ng 2882210 6 15.56 750210 20.0
Phthalic acid, 2-... 15.78 15.9 ng 596045 6 15.56 750210 20.0

6
6
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