LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 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 M\METHODS\8270-BM082118 .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 3.616 51 56 62 rBv 149060 210297 1.31% 0.310%
2 4.346 174 180 185 rBv2 111680 164069 1.02% 0.242%
3 5.387 351 357 362 rBV 109639 160420 1.00% 0.237%
4 5.551 381 385 399 rBV 553358 1006192 6.27% 1.485%
5 7.116 635 651 654 rBV2 124694 357691 2.23% 0.528%
6 7.192 660 664 675 rBV 276660 585430 3.65% 0.864%
7 7.534 716 722 727 rBV 1639767 2831901 17.65% 4.178%
8 7.881 775 781 791 rVB 180801 300557 1.87% 0.443%
9 8.004 796 802 810 rBV 457287 806271 5.03% 1.190%
10 8.116 810 821 827 rVB 4234487 6603336 41.17% 9.742%

11 8.322 851 856 870 rvV 1948587 3253788 20.28% 4.801%
12 8.486 873 884 892 rVB4 95787 251340 1.57% 0.371%
13 9.081 978 985 993 rBV7 86334 174926 1.09% 0.258%
14 9.192 998 1004 1013 rBV 1152046 1998882 12.46% 2.949%
15 9.481 1038 1053 1060 rVvB6 167989 457121 2.85% 0.674%

16 9.822 1107 1111 1123 rVB4 131652 251791 1.57% 0.371%
17 10.810 1271 1279 1285 rBV 564574 1044016 6.51% 1.540%
18 11.957 1470 1474 1484 rVB2 114138 213744 1.33% 0.315%
19 13.263 1689 1696 1710 rBV 5555802 7694993 47.97% 11.353%
20 14.110 1835 1840 1853 rBV 674321 1127122 7.03% 1.663%

21 14.645 1926 1931 1941 rVB2 1020224 1612723 10.05% 2.379%
22 16.139 2180 2185 2195 rBV 6077796 8376065 52.22% 12.358%
23 17.392 2393 2398 2405 rBV 1767285 2487376 15.51% 3.670%
24 18.251 2540 2544 2554 rBV 980371 1410331 8.79% 2.081%
25 19.515 2755 2759 2769 rBV2 547468 792196 4.94% 1.169%

26 19.980 2833 2838 2844 rBV 14584386 16040727 100.00% 23.666%
27 21.215 3045 3048 3054 rVB2 542264 663256 4._.13% 0.979%

28 21.533 3098 3102 3107 rBV 2854967 3432288 21.40% 5.064%
29 23.815 3484 3490 3500 rVB 1725454 3469878 21.63% 5.119%

Sum of corrected areas: 67778727
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016594.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Pentanol, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.62 5.22 ng 210297 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 64
2 dI-Threonine. methvl ester 133 C5H11NO3 1000130-33-2 53
3 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 50
4 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 47
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 38
Abundance Scan 57 (3.622 min): BM016594.D (-51) (-) m/z 59.10 100.00%

59.1
5000 gr1

340 360 380 4.00

3 132.9 207.1 281.2

0 : - m/z 87.10 51.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4351: 2-Pentanol, 2-methyl-
59.0
5000 ||||||||||||||||||||
87.0 340 3.60 3.80 4.00

31.0 m/z 69.10 27.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14124: dI-Threonine, methyl ester
59.0

o

340 3.60 3. 4.00
5000 m/z 43.05 26-93%
88.0
o 133.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4378: 2-Butanol, 2,3-dimethyl- e L e e R
59.0 3.40 3.60 3.80 4.00
m/z 45.10 25.87%
5000
87.0
31.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 3.60 3.80 4.00

8270-BM082118.M Mon Aug 27 11:27:38 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Octanol Concentration Rank 14

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

4_.35 4_.07 ng 164069 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 64
2 Pentanamide 101 C5H11NO 000626-97-1 59
3 2-Propanol. 1-Tl1-methvl-2-(2-pro... 174 C9H1803 055956-25-7 56
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 56
5 3-0Octanol 130 C8H180 020296-29-1 56

Abundance Scan 181 (4.351 min): BM016594.D (-174) (-) m/z 59.10 100.00%
59.1
5000
4 83.2 1032 4.00 4.20 4.40 4.60
: 207.0 : : : :
o bbb e i || M/Z 43.10  25.49%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #13190: 3-Octanol
54.0
5000 41.0 83.0 400 4.20 4.40 4.60
101.0 m/z 41.10 21.69%
oL 25 . 129.0
RS UL SR UL DAL L UL SR
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #3982: Pentanamide
59.0
4.00 4.20 4.40 4.60
5000 m/z 101.20 17 .38%
29.0
[l L | 8501010
e L S UL UL WL WAL L L B L
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #39173: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59.0 4.00 4.20 4.40 4.60
m/z 39.10 15.09%
5000 410
103.0
o150 Loyl | es0 1290 159.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 15';0 2(')0 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butanamide, 3,3-dimethyl- Concentration Rank 15

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

5.39 3.98 ng 160420 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide. 3.3-dimethvl- 115 C6H13NO 000926-04-5 72
2 2-Heptanol. 2-methvl- 130 C8H180 000625-25-2 39
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 38
4 t-Butvl ethvl ether 102 C6H140 1000118-18-4 38
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 38

Abundance Scan 358 (5.393 min): BM016594.D (-351) (-) m/z 59.10 100.00%
59.1
5000
5.00 520 5.40 5.60 5.80
(o m/z 57.10 42 . 79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7621: Butanamide, 3,3-dimethyl-
59.0
5000
5.00 520 5.40 5.60 5.80
m/z 41.10 28.10%
. 83.0 115.0
m/z--> 2|O 4|0 60 8|0 1(|)O 12|O 14|10 1('30 180 200 220 240 2('30 ZEIEO
Abundance #13246: 2-Heptanol, 2-methyl-
59.0
5.00 520 5.40 5.60 5.80
5000 m/z 43.00 19.84%
29.0 115.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4390: Propane, 2-ethoxy-2-methyl-
59.0 5.00 520 5.40 5.60 5.80
m/z 39.10 13.13%
5000
87.0
290‘ ‘
0'“hww”w'”l“'w'“w'“'w'“v'“l”"“"'“'"”"“l“'W“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.12 Concentration Rank 5

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

7.12 8.87 ng 357691 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 37
2 3-Ethvl-5-hexen-3-ol 128 C8H160 001907-46-6 16
3 Butanoic acid. 2-methvl-. 2-meth... 158 C9H1802 002445-67-2 12
4 Methoxvacetic acid. 2-tridecvl e... 272 C16H3203 1000282-04-5 12
5 2H-Pyran, 2-(1,1-dimethylethoxy)... 158 C9H1802 001927-69-1 10

Abundance Scan 652 (7.122 min): BM016594.D (-635) (-) m/z 57.10 100.00%
57.1
41. 74.0
5000
99 2 115.2 . 2071 6.80 7.00 7.20 7.40
o 1391 m/z 45.10  64.24%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #824: Ethyl ether
31.0
59.0
5000
6.80 7.00 7.20 7.40
m/z 74.00 61.86%
15.0 | 75.0
e S S U SR WL WL B WL B B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #12079: 3-Ethyl-5-hexen-3-ol
57.0
87.0 '6.80 7.00 7.20 7.40
5000 m/z 41.10 59.02%
29.0
“ | ‘\‘\‘ N \‘ b | 110.0
e S S U S WL WL B WL B B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #28882: Butanoic acid, 2-methyl-, 2-methylpropyl ester
57.0 6.80 7.00 7.20 7.40
m/z 39.10 40.62%
85.0
5000
410 103.0
0 | Ll It \ ! | 13\00
m/z--> 2'0 4'0 6|O 8|O 1(')0 150 14'10 1('30 15';0 2(')0 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 3

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

7.53 70.25 ng 2831900 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 10
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 721 (7.528 min): BM016594.D (-716) (-) m/z 132.00 100.00%
13p.0

5000 66.1
40.1 96.1 D AR I S R
7.20 7.40 7.60 7.80
0 e b 2149 1930 T s 00 50.99%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
13p.0

5000
7.20 7.40 7.60 7.80

m/z 68.10 45_.24%

o M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
R T
7.20 7.40 7.60 7.80
5000 m/z 134.00 31.81%
210 . J]1.780 90 ‘
Ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- A e e
132.0 7.20 7.40 7.60 7.80
m/z 69.10 27 .25%
5000 67.0
44.0 103.0
e 1 S —
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentene, 4-methyl-, (2)- Concentration Rank 7

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

7.88 7.46 ng 300557 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 58
2 1-Butene. 3.3-dimethvl- 84 C6H12 000558-37-2 53
3 3-Penten-2-one. (E)- 84 C5H80 003102-33-8 53
4 3-Penten-2-one 84 C5H80 000625-33-2 53
5 Furan, 2,3-dihydro-3-methyl- 84 C5H80 001708-27-6 50

Abundance Scan 781 (7.881 min): BM016594.D (-775) (-) m/z 69.10 100.00%
6d.1
5000 43.1
113.1
7.60 7.80 8.00 8.20
0 .,....J.-.-."!|,.'..,.9..9,...|.,....,1f‘.9..7.... 208 W08 hyz 43,10 46.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1487: 2-Pentene, 4-methyl-, (2)-
41.0 690
5000 R AR AR AR

7.60 7.80 8.00 8.20
m/z 84.10 34 .20%

e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1483: 1-Butene, 3,3-dimethyl-
41.0 69.0
7.60 7.80 8.00 8.20
5000 m/z 41.10 32.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1389: 3-Penten-2-one, (E)- .{J.\,....,....,....,....
41.0 69.0 7.60 7.80 8.00 8.20
' m/z 39.10 25.80%
5000
.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Butene, 2,3,3-trimethyl- Concentration Rank 1

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

8.12 163.80 ng 6603340 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 72
2 1H-Imidazol-2-amine 83 C3H5N3 007720-39-0 53
3 1.5-Heptadien-4-one. 3.3.6-trime... 152 C10H160 000546-49-6 47
4 1H-Pvrazole. 4.5-dihvdro-5.5-dim... 98 C5H10N2 004320-85-8 40
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 40

Abundance Scan 822 (8.122 min): BM016594.D (-810) (-) m/z 83.10 100.00%
83.1
5000
43.1
1 1271 7B 500 60 Gk
67.1
0 ...,....|,-|-‘...-‘.-,.'.-..,!...',....,.'...1‘,‘2]-?..,....,....,29‘?-?. m/z 43.10 30.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3324: 1-Butene, 2,3,3-trimethyl-
55.0 83.0
5000

7.80 8.00 8.20 8.40
39/0 m/z 55.05 28.17%

o WMy Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1256: 1H-Imidazol-2-amine
83.0
B e R
7.80 8.00 8.20 8.40
5000 m/z 56.10 21.78%
56.0
0 1l \‘ |
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24077: 1,5-Heptadien-4-one, 3,3,6-trimethyl- B R
83.0 7.80 8.00 8.20 8.40
m/z 41.05 21.53%
5000 55.0
0 L [y 109.0 152.0 N
R B B o B e e R EAREREEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Ethylhexyl methacrylate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
" 8.49 6.23ng 251340  1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvihexvl methacrvlate 198 C12H2202 000688-84-6 59

2 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 38
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 38
4 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 36
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 32
Abundance Scan 885 (8.492 min): BM016594.D (-873) (-) m/z 69.10 100.00%
550 091
5000 M1
84.1
123.0 8.20 8.40 860 8.80
) I ,.-'...',-I-.'..,197.'.2.,'..'.13?7,'9....,1.6.8'.2. m/z 70.05 88.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #54689: 2-Ethylhexyl methacrylate
79.0
41.0
5000
55.0 112.0 8.20 8.40 860 8.80
83.0 m/z 55.05 79 .04%
21,0 | 99.0
ol 140 b A5 12501390 15501690
m/z--> 20 40 60 80 100 120 140 160
Abundance #571: Cyclopropane, 1,2-dimethyl-, trans-
55.0
820 840 8.60 880
5000 70.0 m/z 41.10 38.99%
41.0
27.0 ‘
0 ‘ ‘ Anin mn ‘\ | LI
LN SR S S AL SR BN UL SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #6558: 1-Hexene, 3,3-dimethyl- A REERE RS EE RS S
69.0 8.20 8.40 860 8.80
m/z 39.10 27 .86%
41.0 55.0
5000
27.0 8?-0 97.0 112.0
0 ...,NJ.NN..nﬂ,.ﬂ..,l..ﬂ,..l.,....,....,.... R R L R R
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown9.08 Concentration Rank 12

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

9.08 4.34 ng 174926 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlbutanedioic acid 146 C6H1004 000597-43-3 47
2 Oxirane. 2.2-dimethvl-3-propvl- 114 C7H140 017612-35-0 35
3 Silane. diethvldimethvl- 116 C6H16Si 000756-81-0 35
4 3-Octanol 130 C8H180 000589-98-0 27
5 2-Propanol, 1-(1,3-dimethylbutoxy)- 160 C9H2002 054340-89-5 27

Abundance Scan 985 (9.081 min): BM016594.D (-978) (-) m/z 41.05 100.00%
41.0
59.0
87.0
5000
11111272 1474 2069 | | 580 950 950 50
o A ek M7z 59.05  76.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20915: 2,2-Dimethylbutanedioic acid
59.0
87.0
5000 41.0

8.80 9.00 9.20 9.40
m/z 87.05 68.31%

15.0 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7401: Oxirane, 2,2-dimethyl-3-propyl-

43.0 59.0 85.0

8.80 9.00 9.20 9.40

5000 m/z 43.10 64 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8061: Silane, diethyldimethyl- A EREEE S
59.0 8.80 9.00 9.20 9.40
m/z 69.10 59.87%
87.0
5000
43.0
270 “ Il ‘ I | 116.0
0...,”..,”..,.”.,.”.,.”.,..”,..”,..”,..”,.... A
m/z--> 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown9.48 Concentration Rank 6

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

9.48 8.76 ng 457121 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methvlpropoxv)- 132 C7H1602 023436-19-3 38
2 3.3-Dimethvilbutane-2-ol 102 C6H140 000464-07-3 22
3 Pentanoic acid. 2.2.4.4-tetramet... 158 C9H1802 003302-12-3 16
4 Propane. 1-methoxv-2.2-dimethvl- 102 C6H140 001118-00-9 14
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 12

Abundance Scan 1053 (9.481 min): BM016594.D (-1038) (-) m/z 57.05 100.00%
57.0
97.1
5000
143.2
| 192.9 267.0 355.0 9.20 9.40 9.60 9.80
0 e T B o (o B e m/z 41.10 61.10%
m/z--> 50 100 150 200 250 300 350
Abundance #13977: 2-Propanol, 1-(2-methylpropoxy)-
57.0
5000 U U AR R R
9.20 9.40 9.60 9.80
29.0 87.0 m/z 97.10 55.32%
0 ) 1140
! UL UL UL UL S SR B
m/z--> 50 100 150 200 250 300 350
Abundance #4366: 3,3-Dimethylbutane-2-ol
57.0
9.20 9.40 9.60 9.80
5000 m/z 59.10 52.82%
87.0
29.0 ‘
0 “'MLJI"' L L s L S A
m/z--> 50 100 150 200 250 300 350
Abundance #28834: Pentanoic acid, 2,2,4,4-tetramethyl-
57.0 9.20 9.40 9.60 9.80
m/z 87.10 46.02%
5000
103.0
29.0 ‘ 143.0
m/z--> 50 100 150 200 250 300 350 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown9.82 Concentration Rank 10

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

9.82 4.82 ng 251791 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Pvrrolidinedione. l-ethvl- 127 C6HINO2 002314-78-5 30
2 2H-Pvran-2-one. tetrahvdro-4.6.6... 142 C8H1402 020628-36-8 25
3 3-Hexene. 1.1"-Tethvlidenebis(ox... 226 C14H2602 063449-64-9 16
4 Cvclobutane. 1.2-diethvl- 112 C8H16 061141-83-1 14
5 4-Piperidinemethanamine 114 C6H14N2 007144-05-0 14

Abundance Scan 1111 (9.822 min): BM016594.D (-1107) (-) m/z 83.10 100.00%
43.1 83.1
127.1
5000
169.2
206.9 266.8 9.60 9.80 10.00 10.20
01 ! -“-l % -ﬁl'- -'||' U, -H-' -(j' I—Hﬁ—ﬂ—v—q—v—vLﬂ-rv—v—ﬂ-rr‘ﬂ—v-rv—ﬂ—vTﬂﬂ—q—r‘v—ﬂ m/z 43_.10 94 _53%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #11392: 2,5-Pyrrolidinedione, 1-ethyl-
56.0 127.0
28.0
5000 84.0 LU LS UL SULRULN B
9.60 9.80 10.00 10.20
m/z 56.05 74 .34%
0 T I"ll!'l""liIIII SRR SR S D DA D N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19041: 2H-Pyran-2-one, tetrahydro-4,6,6-trimethyl-
43.0
69.0 9.60 9.80 10.00 10.20
5000 ' m/z 127.10 57.03%
127.0
‘ 99.0
OI'”'IL'“'J“I“"P'”I'”'ﬁ""”"""”' [ror T
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73799: 3-Hexene, 1,1'-[ethylidenebis(oxy)]bis-, (Z,2)-
55.0 83.0 9.60 9.80 10.00 10.20
m/z 41.10 47 .25%
5000 127.0
36. ‘
0I'MWM”HPU“I“'W'”'Pl”I“"”"'”"'” [T RN U LN SO B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl11.96 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.96 4.09 ng 213744 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanamide 101 C5H11NO 000626-97-1 43
2 3-Nonanol 144 C9H200 000624-51-1 40
3 3-Tetradecanol 214 C14H300 001653-32-3 40
4 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 38
5 Hexylene Glycol 118 C6H1402 000107-41-5 38
Abundance Scan 1475 (11.963 min): BM016594.D (-1470) (-) m/z 59.05 100.00%
59.0
5000
97.2
137.1
341.1 11.60 11.80 12.00 12.20
o o b [ 2091 2069 2808 T Tns27T97 15 35.44Y%
m/z--> 50 100 150 200 250 300
Abundance #3981: Pentanamide
59.0
5000 Niqﬁ' DAL NN BN
11.60 11.80 12.00 12.20
29.0 m/z 43.05 26.58%
85.0
0 L L IS L WL L S LI L WL
m/z--> 50 100 150 200 250 300
Abundance #20217: 3-Nonanol
59.0
1160 11.80 12.00 12.20
5000 97.0 m/z 56.15 23.80%
311
0..“.“.J”lllh.‘.l.i?Gulouluuuuluuuu ——
m/z--> 50 100 150 200 250 300
Abundance #65759: 3-Tetradecanol RN BRREE R
59.0 11.60 11.80 12.00 12.20
m/z 57.00 20.54%
5000
29.0
‘ ‘ 97.0 185.0
o L‘\ l L || w010 | a0
L I LR UL UL SR B LN SUNISA SN S
m/z--> 50 100 150 200 250 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.25 11.34 ng 1410330 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 2544 (18.251 min): BM016594.D (-2540) (-) m/z 73.10 100.00%
1
213.2
5000
18.00 18.20 18.40 18.60
o 299.1 356.0401.2 549.3 m/z  60.05 80 . 49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92227: n-Hexadecanoic acid
43.0
5000 UL SN BN BN U
mmmmmmmm
m/z 43.10 58.87%
5.0 129.0129 21302560
O
m/z--> sb 100 150 200 250 300 350 400 450 500 550
Abundance #65562: Tridecanoic acid
73.0
" 18.00 18.20 18.40 18.60
amozg m/z 213.15 58.82%
129. 171.02140
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75071: Tetradecanoic acid e R AR
.0 18.00 18.20 18.40 18.60
m/z 55.10 55.01%
5000 1290
29. 185.0228.0
(o} T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1800 1820 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.52 4.62 ng 792196 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 43
3 Dodecanoic acid 200 C12H2402 000143-07-7 38
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Tridecanoic acid 214 C13H2602 000638-53-9 30

Abundance Scan 2760 (19.521 min): BM016594.D (-2755) (-) m/z 73.10 100.00%

Nl
241.2

5000
19.20 19.40 19.60 19.80
430.1 503.0
0 m/z 60.10 79.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108839: Octadecanoic acid
43.0

5000
19.20 19.40 19.60 19.80

m/z 241.20 78.02%

185.0 241.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid
3.0
R EE e e RRRRE
19.20 19.40 19.60 19.80
5000 129.0 m/z 41.05 61.57%
185.0
29. 228.0
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56047: Dodecanoic acid  E E
73.0 19.20 19.40 19.60 19.80
m/z 69.10 61.21%
5000
29. 129.0 200.0
0 .M., Jﬂ {{ML....... e B b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016594.D

Aca On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample : J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Docosene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.22 3.86 ng 663256 Chrysene-di12 21.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 2-Tetradecene, (E)- 196 C14H28 035953-53-8 90
Abundance Scan 3049 (21.221 min): BM016594.D (-3045) (-) m/z 83.10 100.00%
3.1
5000 441
25.1 207.1 265.1 L LS SR U B
- 21.00 21.20 21.40 21.60
3429  416.0 .
Ok W98l m/z 69.10  98.06%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121981: 1-Docosene
58.0
97.0
5000 LR UM B UL
21.00 21.20 21.40 21.60
m/z 55.05 86.92%
o144 113?91810 308.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89785: 5-Octadecene, (E)-
58.0
21,00 21.20 21.40 21.60
5000 70 m/z 97.10 81.86%
o | 139.0181.0 2520
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106399: 9-Eicosene, (E)- T T T T
57.0 21.00 21.20 21.40 21.60
m/z 57.10 68.26%
5000
11.0
0 | 153.0196.0 280 O
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082418\
Data File : BM016594.D

Acq On : 24 Aug 2018 18:39

Operator : SJ/JU

Sample - J4616-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanol, 2-met... 3.62 5.2 ng 210297 1 8.01 806271 20.0
3-Octanol 4.35 4.1 ng 164069 1 8.01 806271 20.0
Butanamide, 3,3-d... 5.39 4.0 ng 160420 1 8.01 806271 20.0
unknown?7 .12 7.12 8.9 ng 357691 1 8.01 806271 20.0
unknown7 .53 7.53 70.3 ng 2831900 1 8.01 806271 20.0
2-Pentene, 4-meth... 7.88 7.5 ng 300557 1 8.01 806271 20.0
1-Butene, 2,3,3-t... 8.12 163.8 ng 6603340 1 8.01 806271 20.0
2-Ethylhexyl meth... 8.49 6.2 ng 251340 1 8.01 806271 20.0
unknown9 .08 9.08 4.3 ng 174926 1 8.01 806271 20.0
unknown9 .48 9.48 8.8 ng 457121 2 10.81 1044020 20.0
unknown9 .82 9.82 4.8 ng 251791 2 10.81 1044020 20.0
unknownll.96 11.96 4.1 ng 213744 2 10.81 1044020 20.0
n-Hexadecanoic acid 18.25 11.3 ng 1410330 4 17.39 2487380 20.0
Octadecanoic acid 19.52 4.6 ng 792196 5 21.53 3432290 20.0
1-Docosene 21.22 3.9 ng 663256 5 21.53 3432290 20.0
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