LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\

Data File : BF118471.D

Aca On : 3 Jan 2020 21:58 Instrument :
Operator = JU gll\:gﬁ't:Sam leld :
3?22'6 i K6484-48 4m12mn2§
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF122419 .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 5.051 500 504 515 rBV 150721 180244 10.22% 0.858%
2 5.469 571 575 594 rBVY 1077020 1097777 62.26% 5.227%
3 6.487 744 748 767 rBVY 1375833 1385428 78.58% 6.597%
4 6.622 767 771 778 rVV 1549800 1435429 81.41% 6.835%
5 6.845 806 809 817 rBV 515350 420511 23.85% 2.002%
6 6.910 817 820 832 rVV 290413 418499 23.74% 1.993%
7 7.004 832 836 848 rVB 1197965 1095755 62.15% 5.217%
8 7.410 902 905 915 rBV 804540 803449 45.57% 3.826%
9 7.540 920 927 933 rVVv 102892 181399 10.29% 0.864%
10 8.134 1025 1028 1036 rBV 520323 478316 27.13% 2.277%

11 9.210 1207 1211 1220 rVB 1642087 1359630 77.11% 6.474%
12 9.551 1265 1269 1272 rBV 453602 342769 19.44% 1.632%
13 9.604 1274 1278 1286 rVB 74769 80136 4 _55% 0.382%
14 9.892 1323 1327 1331 rBV 602157 504022 28.59% 2.400%
15 10.228 1380 1384 1388 rVB 177832 163035 9.25% 0.776%

16 10.686 1459 1462 1471 rBV 934534 883726 50.12% 4.208%
17 11.116 1531 1535 1539 rBV 1176017 996195 56.50% 4.743%
18 11.275 1559 1562 1566 rVB3 120449 123762 7.02% 0.589%
19 11.386 1578 1581 1583 rBV 581189 503605 28.56% 2.398%
20 11.410 1583 1585 1593 rVB 268289 331786 18.82% 1.580%

21 11.839 1655 1658 1662 rBV2 107845 170960 9.70% 0.814%
22 11.916 1668 1671 1673 rBV2 230609 204611 11.60% 0.974%
23 11.969 1677 1680 1684 rVVv 544069 524522 29.75% 2.497%
24 12.086 1697 1700 1703 rBvV4 207743 296479 16.82% 1.412%
25 12.369 1745 1748 1750 rBV 292360 358994 20.36% 1.709%

26 12.480 1764 1767 1769 rBV2 310766 389435 22.09% 1.854%
27 12.616 1787 1790 1794 rBV2 804671 915270 51.91% 4 _.358%
28 12.851 1827 1830 1833 rVB2 565030 546452 30.99% 2.602%
29 12.986 1850 1853 1859 rVB 1828549 1763165 100.00% 8.395%
30 13.245 1895 1897 1902 rVB2 953908 1350498 76.60% 6.430%

31 13.527 1942 1945 1948 rVB 2063478 1696405 96.21% 8.077%

Sum of corrected areas: 21002264
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
: BF118471.D

: 3 Jan 2020 21:58

- Ju

- K6484-48

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

TIC: BF118471.D

5.47

5.05

0
Time-->

N
LA R B B B B B |

5.00 5.50

Abundance
8000000

6000000

4000000

2000000

0

TIC: BF118471.D

Time-->

13.00

10.50 11.00 11.50

I
10.00 12.00 12.50

Abundance
8000000

6000000

4000000

2000000

0

TIC: BF118471.D

13.53

Time-->

18.50

T T
17.50 18.00

15.50 16.00

16.50

17.00

T
13.50 14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 11

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

5.05 8.57 ng 180244 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 504 (5.051 min): BF118471.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101 I . U
4.80 5.00 520 5.40
83
O Bl % "m/z 59.00 59.32%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL L I
59 480 500 520 5.40
m/z 101.10 25 .55%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 5.00 520 5.40
5000 m/z 58.00 13.15%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime s B e e
43 4.80 5.00 5.20 5.40
m/z 41.00 10.42%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40

8270-BF122419.M Mon Jan 06 16:19:25 2020 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 68.27 ng 1435430 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF118471.D (-767) (-) m/z 132.00 100.00%
5000
68
0 st || 70 o s J o2 om0 60 680 700
o AL Lens W m/z 68.00 33.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRR S
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.74%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 23.58%
) N N W 8 IIﬂQ7ILW 18 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI N L L |
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.23%
117
5000
39 91
7 LG e | oy
0 ||‘||||||‘|‘||m|||“|||=||||||‘||l“| T
m/z--> 20 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\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 3 1-Hexanol, 2-ethyl- Concentration Rank 5

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

6.91 19.90 ng 418499 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
3 Chloroacetic acid. 2-ethvlhexvl ... 206 C10H19CI102 005345-58-4 59
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 53
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 47

Abundance Scan 820 (6.910 min): BF118471.D (-817) (-) m/z 57.10 100.00%
57
5000
‘ 70 83
98 6.60 6.80 7.00 7.20
o...,....,....,....,....,..I.,....'!....,.h..,...! M m/z 41.10 40.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
o 6.60 6.80 7.00 7.20
70 83 m/z 55.10 28.06%
oL 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13662: 2-Propyl-1-pentanol
57
6.60 6.80 7.00 7.20
5000 m/z 43.10 27 .83%
41 70
29 08
0"%'%§I'”'I”"P"W"'W"”I'”'I”""""'}%?”I'”'I”"P"'P"W"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #65535: Chloroacetic acid, 2-ethylhexyl ester
57 70 6.60 6.80 7.00 7.20
m/z 83.10 21.37%
5000
0 H ‘\ 98 ‘\ 129 157
m/z--> 10 20 3'0 4'0 5'0 6|0 7'0 8|0 90 100 110 120 130 140 150 160 | 6.60 6.80 7.00 7.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexanoic acid, 2-ethyl- Concentration Rank 12

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

7.54 7.58 ng 181399 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 83
2 1.4-Dioxane 88 C4H802 000123-91-1 43
3 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 035939-74-3 33
4 Butanoic acid. 2-ethvl-., 1.2.3-p... 386 C21H3806 056554-54-2 32
5 Methyl (R)-(-)-3-hydroxy-2-methy... 118 C5H1003 072657-23-9 25

Abundance Scan 927 (7.540 min): BF118471.D (-920) (-) m/z 73.10 100.00%
5000 a1
101 P T TR
|| | 116 720 740 7.60 7.80
O ..Hﬁ..ﬂ.,..s,...w....,..”,....,”.. m/z 88.00 82.64%
m/z--> 20 40 80 100 120 140 160 180
Abundance #20862: Hexanoic acid, 2-ethyl-
73 88
5000 A S U L R
41 57 7.20 7.40 7.60 7.80
101 116 m/z 41.05 38.25%

29
ol 19 ! | || 120 144
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2008: 1,4-Dioxane
28

7.20 7.40 7.60 7.80
5000 58 8 m/z 55.00 25.02%
15
|

43
0 \‘ ‘ ! 69 |
B s B B L B B B IS AR au i o
m/z--> 20 40 60 80 100 120 140 160 180 M
Abundance #76832: Methyl 2,3,4-tri-O

-methyl-6-deoxy-.beta.-D-mannopy... R e R REEmnmam ey
88 720 740 760 7.80

m/z 57.05 24 .79%

5000
75
45 101
i 59 ‘M‘ | 119129 145157 176 189
) SN | v | EN S S LS T LR

m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 9

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

9.55 13.60 ng 342769 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 95
2 3.5-Dimethvl-1-dimethvlvinvilsilyv... 206 C12H180Si 1000307-91-8 80
3 Phenol. 2.4-bis(l.1-dimethvlethvl)- 206 C14H220 000096-76-4 80

1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 80
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 74
Abundance Scan 1269 (9.551 min): BF118471.D (-1265) (-) m/z 191.10 100.00%
191
5000
57 o1 131 163 206 SRS U A
41 | 77 103115 | 147 175 | 9.20 9.40 9.60 9.80
Ol et b T e L L L T/z 206.200 19.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)-
191
5000 AR A SRR
9.20 9.40 9.60 9.80
57 206 m/z 131.10 18.27%
29 41 74 115 Y 147 163495
0% '}?I"I"I"'I'I"'L'I'IL'%Q% "|"L“ |'""||"'"|" !'l'“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65875: 3,5-Dimethyl-1-dimethyvinylsilyloxybenzene
191
920 9.40 9.60 9.80
5000 206 m/z 163.10 16.48%
105 163 179
0 28 59 7\5 88 | 119 132 149 M | Ll |
m/z--> 20 40 eb 80 100 120 150 160 1é0 200
Abundance #66115: Phenol, 2,4—b|s(l,l—dlmethylethyl)— L LA L L BN B
191 9.20 9.40 9.60 9.80
m/z 192.10 14.91%
5000
5 206
41
miz--> '"'z'o""4'""e'o'"'s'o"'ic')d"iéd"iid"iéd"iéd"'zc')d"' 920 9.40 9.60 980
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 7 unknownl0.23 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.23 6.47 ng 163035 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecene. 2-methvl- 168 C12H24 056888-88-1 46
2 3-Heptene. 2-methvl-. (E)- 112 C8H16 000692-96-6 30
3 3-Heptene. 2-methvl- 112 C8H16 017618-76-7 30
4 3-Heptene. 4-methvl- 112 C8H16 004485-16-9 30
5 5-Allyl-5-butylbarbituric acid 224 C11H16N203 003146-66-5 30
Abundance Scan 1384 (10.228 min): BF118471.D ( 1380) ) m/z 167.10 100.00%
57 69
41
5000
N
209 54 10.00 10.20 10.40 10.60
0 m/z 69.00 85.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36788: 2-Undecene, 2-methyl-
56
5000 41 RN LN SULRURN B R
10.00 10.20 10.40 10.60
- m/z 57.05 84.16%
o 97 111 125 140 153 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6743: 3-Heptene, 2-methyl-, (E)-
55 69
41 10,00 10.20 10.40 10.60
5000 m/z 41.10 74.12%
- 112
97
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6679: 3-Heptene, 2-methyl- B B ST e
55 69 10.00 10.20 10.40 10.60
41 m/z 54.95 73.37%
5000 27
112
IR REX
0..w..”ﬂk”‘,ﬂ..m..h..”,.”.,”........”,.”.,”. e e
m/z--> 20 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Propenoic acid, 2-methyl-_.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.12 39.56 ng 996195 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 91
2 Methacrvlic acid. tridecvl ester 268 C17H3202 1000340-28-9 91
3 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 90
4 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 58
5 Cyclopentane, (3-methylbutyl)- 140 C10H20 001005-68-1 52
Abundance Scan 1536 (11.122 min): BF118471.D (-1531) (-) m/z 69.10 100.00%
6o
41 87
5000 55
Lt 10.80 11.00 11.20 11.40
125140, --168 . . . .
o 155 62196211 m/z 41.10 76.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69 87
41
5000 55
10.80 11.00 11.20 11.40
111 140 m/z 87.00 76 .85%
ol 2 125 | 153167 183 208 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117479: Methacrylic acid, tridecyl ester
69 87
10.80 11.00 11.20 11.40
5000 a1 sg m/z 55.05 41.08%
111
125
ol 27 ‘J | 14154 169182196000 225 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105674: n-Dodecyl methacrylate IR R e RS
4 69 10.80 11.00 11.20 11.40
87 m/z 70.05 37.64%
5000 55
5 111
ol | ‘\ ) 125140 168181995 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Benzenesulfonamide, N-butyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.27 4.92 ng 123762 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 94
2 (PhenvlsulfonvDacetonitrile 181 C8H7NO2S 007605-28-9 47
3 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 38
4 Benzenesulfonvl azide 183 C6H5N302S 000938-10-3 38
5 Benzenesulfonyl chloride 176 C6H5CI02S 000098-09-9 35
Abundance Scan 1561 (11.269 min): BF118471.D (-1559) (-) m/z 76.95 100.00%
L 141
170
57
5000
3 95 113 172 032 11.00 11.20 11.40 11.60
0! ety pib b e m/z 141.00 79.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71722: Benzenesulfonamide, N-butyl-
7 141 170
5000 "'I"Aﬁl" A DARAR BN
11.00 11.20 11.40 11.60
ot m/z 170.00 63.55%
28 1 97 118 213
0 IIII""II""IIII UAEAR BRI SR B B A "'l' AR DA BN A B AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #46593: (Phenylsulfonyl)acetonitrile
77
11,00 11.20 11.40 11.60
5000 141 m/z 57.10 52.65%
51
o 27 J 97 117 | 1?1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #172879: N-Benzenesulfonyloxy-2,2-bis(trifluoromethyl)azir... e IR
77 141 11.00 11.20 11.40 11.60
m/z 71.05 28.30%
5000
i LwaquwJJwM
0 ‘ 335 MM"J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownll.84 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

11.84 6.79 ng 170960 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 43
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 43
3 Tetradecane 198 C14H30 000629-59-4 38
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 30
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 30

Abundance Scan 1658 (11.839 min): BF118471.D (-1655) (-) m/z 57.10 100.00%

5000
0 m/z 71.10 90.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane
57

5000

11.60 11. 80 12. OO 12 20

m/z 43.10 75.37%

99
113127 155169183

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
71 MM
43 11.60 11.80 12.00 12.20
5000 m/z 97.10 75.20%
99113
0 L “ Il | 77127 155169183 211225239 267281296
R R Lo R m L T B R L = AN AN
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane BN REmEE B L
3 11.60 11.80 12.00 12.20
adl - m/z 85.10 65.17%
5000
29
99
113 198
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12,00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.09 11.77 ng 296479 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 68
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 64
3 Heneicosane 296 C21H44 000629-94-7 62
4 Eicosane 282 C20H42 000112-95-8 62
5 Heptadecane 240 C17H36 000629-78-7 62
Abundance Scan 1701 (12.092 min): BF118471.D (-1697) (-) m/z 57.10 100.00%
g7
5000
111
187 11,80 12.00 12.20 12.40
155 182 215 . . . .
o 237 264 2% m/z 71.10  82.79%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LRI SN UL SN UL
nmnmnmnm
m/z 43.10 71.90%
. 29 Ll ]11}31 141,160 197 225 253 205 323 367
m/z--> éo 100 1éo 260 250 360 350
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
48
71 |11.80 12.00 12.20 12.40
5000 o7 m/z 85.05 50.07%
125
ol LALJ |7 155 183 204 293
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane BN ERE RS B
57 11.80 12.00 12.20 12.40
m/z 55.10 49 _.37%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> % m @ M @ ﬁ @ nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.37 14.26 ng 358994 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 86
3 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 80
4 Docosane 310 C22H46 000629-97-0 68
5 Heneicosane 296 C21H44 000629-94-7 68
Abundance Scan 1748 (12.369 min): BF118471.D (-1745) (-) m/z 57.10 100.00%
57
5000
149 12.00 12.20 12,40 12,60
169 206 238 267
ol 289 387 8 "m/z 71.10 68.19%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 RIS AU AR SN B
12,00 12.20 12.40 12.60
m/z 43.10 52 .58%
29 113 141 240
0 || ) In L I 1‘ 169 197 |
m/z--> 50 100 150 260 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57
12.00 12.20 12,40 12,60
5000 85 m/z 85.10 47.18%
| 113 141
ob—— by 4 o
m/z--> 50 100 150 200 250 300 350
Abundance #207558: Sulfurous acid, butyl octadecyl ester R e e
57 12.00 12.20 12.40 12.60
m/z 41.10 33.75%
5000
85
oL L 10 169 107 224 259 a7 s
m/z--> 50 100 150 200 250 300 350 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.48 15.47 ng 389435 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tritetracontane 605 C43H88 007098-21-7 86
4 Hexacosane 366 C26H54 000630-01-3 83
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 1767 (12.480 min): BF118471.D (-1764) (-) m/z 57.10 100.00%
g7
5000
T 12.20 12.40 12.60 12.80
206 : : : :
o d by fRars208 251 205 Wiz 71.10  77.94%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
5000 LR SO SO IR SR

12.20 12.40 12.60 12.80
m/z 43.10 66.86%

99
| 141 183 239 296

D SSMMMSM
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
57
R R
12.20 12.40 12.60 12.80
5000 m/z 85.10 60.36%
99
o 28] | 141 183 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane e AN B E
57 12.20 12.40 12.60 12.80
m/z 41.10 34.85%
5000
97
0 1141 183 225 267 323 379 421 463 505 547 604
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 14 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.25 15.92 ng 1350500 Chrysene-di12 14 .07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 1898 (13.251 min): BF118471.D (-1895) (-) m/z 57.10 100.00%
57
85
5000
3 141 169 216 309 13.00 13.20 13.40 13.60
oL, “ Lo 220,197 230261281 809 837 378 | o7g9000 81.84%
m/z--> 50 1 o 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 LB SIS BN UL B
13.00 13.20 13. 40 13 60
m/z 85.10 64 .32%
29 13 44 54
0 .4 L - .'.‘h I ,'}gg. }97. 225 — T
m/z--> 50 100 150 200 250 300 350
Abundance #117646: Octadecane, 2-methyl-
57
" 13.00 13.20 13.40 13.60
5000 85 m/z 43.10 57.18%
29
0 u‘ h II A JJ 13 141 169 197 2125 253
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #117640: Tridecane, 7-hexyl- R EmEEs e
57 13.00 13.20 13.40 13.60
29 m/z 41.10 32.67%
5000 85
182
oL } L | 211 238 266
m/z--> 5'0 1(')0 1&'30 200 250 300 351;0 13 Ioo 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010320\
Data File : BF118471.D

Aca On : 3 Jan 2020 21:58

Operator :© JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexanedioic acid, bis(2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.53 20.00 ng 1696410 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 90
2 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 90
3 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 74
4 Hexanedioic acid. mono(2-ethvlhe... 258 C14H2604 004337-65-9 68
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 52
Abundance Scan 1945 (13.527 min): BF118471.D (-1942) (-) m/z 129.00 100.00%
129
5000
315[ | J| |1?2 1‘|W 180 212 241259 290 313 341361 13.20 13.40 1360 1380 _
oL L Py e S T T m/z 57.10 35.42%
m/z--> 100 150 200 250 300 350
Abundance #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129
5000 RUUALRR SRR LN RS
1320 13.40 13.60 13.80
57 m/z 70.10 28 .34%
29 ] 83 147 24154
ol 2 i [T | | zm2 TP ms  am
m/z--> 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester
129
13.20 13.40 13.60 13.80
5000 m/z 55.10 25.81%
241
o7 83 147
ol 2yl |4 |\ 1 %O a9
m/z--> 50 100 150 200 250 300 350
Abundance #196857: Hexanedioic acid, dioctyl ester R a R mamEE L
129 13.20 13.40 13.60 13.80
57 m/z 71.10 25.26%
5000
83
147 241
0 Ll L2 |7 167185 212 259579 313 341 370
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010320\
Data File : BF118471.D

Acq On : 3 Jan 2020 21:58

Operator : JU

Sample - K6484-48

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.05 8.6 ng 180244 1 6.85 420511 20.0
unknown6 .62 6.62 68.3 ng 1435430 1 6.85 420511 20.0
1-Hexanol, 2-ethyl- 6.91 19.9 ng 418499 1 6.85 420511 20.0
Hexanoic acid, 2-... 7.54 7.6 ng 181399 2 8.13 478316 20.0
Phenol, 2,6-bis(1... 9.55 13.6 ng 342769 3 9.89 504022 20.0
unknown10.23 10.23 6.5 ng 163035 3 9.89 504022 20.0
2-Propenoic acid, ... 11.12 39.6 ng 996195 4 11.39 503605 20.0
Benzenesulfonamid... 11.27 4.9 ng 123762 4 11.39 503605 20.0
unknownll.84 11.84 6.8 ng 170960 4 11.39 503605 20.0
Hexacosane 12.09 11.8 ng 296479 4 11.39 503605 20.0
Heptadecane 12.37 14.3 ng 358994 4 11.39 503605 20.0
Heptadecane, 2,6,... 12.48 15.5 ng 389435 4 11.39 503605 20.0
Octadecane 13.25 15.9 ng 1350500 5 14.07 1696410 20.0
Hexanedioic acid,... 13.53 20.0 ng 1696410 5 14.07 1696410 20.0
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