LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.519 33 39 50 rBv 84069 189248 6.91% 1.021%
2 3.607 50 54 64 rvB2 52617 87908 3.21% 0.474%
3 5.821 425 431 438 rVB2 22586 37617 1.37% 0.203%
4 6.326 509 517 529 rBV 720517 1245549 45.48% 6.720%
5 8.007 795 803 815 rBV 787286 1422954 51.96% 7.678%
6 8.424 866 874 888 rBV 728395 1368215 49.96% 7.382%
7 8.911 950 957 965 rVB 199703 353754 12.92% 1.909%
8 9.252 1007 1015 1025 rVB 541703 1000864 36.55% 5.400%
9 10.110 1153 1161 1172 rBV 460785 854896 31.22% 4.613%
10 11.796 1441 1448 1458 rBvV 290329 549406 20.06% 2.964%
11 13.881 1797 1803 1811 rBvV 47829 76721 2.80% 0.414%

12 14.157 1844 1850 1859 rVB 1234651 2027776 74.05% 10.941%
13 15.526 2076 2083 2092 rVB2 459277 750025 27.39% 4.047%
14 16.254 2202 2207 2210 rBV 23639 34943 1.28% 0.189%
15 16.642 2269 2273 2278 rBV 59335 80055 2.92% 0.432%

16 16.994 2326 2333 2342 rBV 933611 1444702 52.76% 7.795%
17 17.940 2489 2494 2500 rBV3 16379 28203 1.03% 0.152%
18 18.252 2540 2547 2555 rBV2 556828 925401 33.79% 4.993%
19 18.475 2579 2585 2591 rBV 100766 132691 4._.85% 0.716%
20 18.669 2614 2618 2622 rBV 22142 27799 1.02% 0.150%

21 19.050 2679 2683 2693 rBV2 95710 165654 6.05% 0.894%
22 19.139 2693 2698 2704 rVB 452303 581617 21.24% 3.138%

23 19.943 2832 2835 2841 rVB 31866 38317 1.40% 0.207%
24 20.278 2888 2892 2899 rBV9 20837 47143 1.72% 0.254%
25 20.501 2926 2930 2936 rVB 60723 73155 2.67% 0.395%

26 20.772 2970 2976 2985 rBV 2024869 2738504 100.00% 14.776%
27 21.024 3015 3019 3024 rBV 85683 101981 3.72% 0.550%

28 21.106 3030 3033 3037 rVvB4 21964 29911 1.09% 0.161%
29 21.559 3106 3110 3114 rVB 79302 96719 3.53% 0.522%
30 22.129 3203 3207 3213 rBV 96780 132515 4._.84% 0.715%
31 22.416 3252 3256 3262 rVB3 31110 52422 1.91% 0.283%
32 22.604 3281 3288 3297 rVB 465515 894276 32.66% 4._.825%
33 22.757 3310 3314 3319 rVB2 35197 53208 1.94% 0.287%

34 26.411 3925 3936 3953 rVB2 262863 889516 32.48% 4_799%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18533665
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BGO030518\
Data File : BG032994.D
Aca On : 5 Mar 2018 17:51
Operator : SJ/JU
Sample - J1798-01
Misc :
ALS Vial : 14 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG032994.D
2000000
1500000
1000000
6.33 801 g4
9.25
500000 10.11
11.80
8.91
o 3581 5.82
Time-> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 12.50
Abundance TIC: BG032994.D
2000000 20.77
1500000
14.16
1000000 16.99
18.25
500000 15.53 19.14 22.60
13.88 16.2516.64 17.94 ﬂlffg 67149&3 19.920.38,%0)
O e L R R R e e et
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 1750 1800 1850 1900 1950 2000 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG032994.D
2000000
1500000
1000000
500000
26.41
Ol T T T T T T T T e e e e e
Time--> 23.'00 23.50 24.00 24.50 25.00 25.50 26.00 26.I50 27.'00 27.'50 28.|00 28.|50 29.'00 29.'50 30.'00 30.'50 31.'00 31.'50 32.'00 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.61 4.97 ng 87908 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 55 (3.613 min): BG032994.D (-50) (-) m/z 73.05 100.00%

! ﬂ\
5000 43
55 g7 f\

| 3.40 3. 60 3. 80 4. OO
b 49 e e | M/Z 43.05  43.99%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 |||||||IIII|IIII|II
340 360 3.80 4.00

43 55 87 m/z 55.05 31.99%

29 ‘
: ...u‘.??.‘........ T . —
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

340 360 3.80 4.00

5000 41 55 m/z 87.00 26.62%
29
47 67, 79 97 112 129
R R R o e ERAR LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A LR e
73 3.40 360 380 400

m/z 71.05 14 _.16%
5000 43

29 87

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 340 360 380 4.00

58
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.82 2.13 ng 37617 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 Acetamide. N-(aminoiminomethvl)- 101 C3H7N30 005699-40-1 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 431 (5.821 min): BG032994.D (-425) (-) m/z 43.05 100.00%
43
59
5000
a | s 540 560 580 6.00 620
rerprrrr e ot e m/z 59.05  57.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI LSRR SR
5.40 560 5.80 6.00 6.20
m/z 58.00 16.57%
31 101
“'VH'V“Tﬂ““ﬂ”'w”'w“'w“'fi'ﬁa'$“'w”'w“'w“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
5.40 560 5.80 6.00 6.20
5000 m/z 101.05 12.45%
27 41
0 88 101
15 51 91 112 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8387: 2-Pentanol, 2,4-dimethyl- T BRams e e )
59 540 560 5.80 6.00 6.20
m/z 41.05 11.67%
5000
43 101
31
”'I'%?'I'““\M"”Ji“'?%“ﬂlb'"Z%"Wéf"l"“I""I'“'I""I"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown8.42 Concentration Rank 1

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

8.42 77.35 ng 1368220 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 873 (8.418 min): BG032994.D (-866) (-) m/z 131.95 100.00%
32
5000 68
5 S
75 104 ‘ 8.00 8.20 8.40 860 8.80
.,....,....-I .‘.‘?,.... .:l.l,....,..?‘?,....,.:..,.1.1.5.,....,'...,... m/z 68.05 41.49%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 Pr T T
8.00 8.20 8.40 860 8.80
0
31 4 Sﬁ 78 m/z 133.95 31.21%
1 | !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 820 8.40 8.60 8.80
5000 67 m/z 66.05 27.36%
41 97
53 2 117
34 60 89 105 124
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- LA B e e
132 8.00 8.20 8.40 8.60 8.80
m/z 69.05 17.24%
117
5000
39 91
51
27 5 77 105
'|"”w"'jf“"ﬂ”'ﬁﬁ'm"w"blgﬂ'Wk'?ﬁ""l'Jl 12 t"w" R RS S
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Propanoic acid, 2-methyl-, ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.05 ng 76721 Acenaphthene-d10 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 90
2 3-Hexenoic acid. 5-hvdroxv-2-met... 144 C7H1203 110678-36-9 53
3 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 45
4 2.2.4-Trimethvl-1.3-pentanediol ... 286 C16H3004 006846-50-0 43
5 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 42
Abundance Scan 1803 (13.881 min): BG032994.D (-1797) (-) m/z 71.05 100.00%
43 !
5000 56
m | ‘ %P 13 173 13.60 13.80 14.00 14.20
. ,...,....,...w....,....“...,....,. m/z 43.00 99 .55%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #74090: Propan0|c acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
56 13.60 13.80 14.00 14.20
m/z 56.05 43 .65%
98
,....‘,“l..‘.‘, L |‘-‘-‘- L 111 - ...1,4.3...,..1.7:.3,....,.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 71
13.60 13.80 14.00 14.20
5000 m/z 83.05 30.52%
83
27 o5 98 11 16
I""P"'I'”'I"”I""P"'Fﬁ"l'”'l"”I'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74086: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ... AR
m 8 13.60 13.80 14.00 14.20
m/z 41.05 27 .43%
43
56
5000
bl Ly D200 128 93185 174 195
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Tributyl phosphate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.64 2.13ng 80055  Acenaphthene-d10 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tributvl phosphate 266 C12H2704P 000126-73-8 91

2 Phosphoric acid. dibutvl 1.1-dim... 352 C13H25F404P 1000298-93-9 72
3 2-Butenedioic acid (2)-. dibutvl._.. 228 C12H2004 000105-76-0 34
4 3-Hvdroxv-2.3.4.4-tetramethvl-pe... 202 C11H2203 1000194-64-5 28
5 1,4-Dioxaspiro[4.6]undec-7-ene 154 C9H1402 007140-60-5 9
Abundance Scan 2273 (16.642 min): BG032994.D (-2269) (-) m/z 98.95 100.00%
99
5000
o 125 " 16.40 16.60 16,80 17.00
3 211 . . . .
. .-?,'l. B2 s e+ m/z 57.05 17.94%
m/z--> 50 100 150 200 250 300 350
Abundance #115148: Tributyl phosphate
99
5000 HRELN BRI U SO B
16.40 16.60 16.80 17.00
155 m/z 154.95 17.35%
29 O 125
e A | 88 ey
m/z--> 50 100 150 200 250 300 350
Abundance
99
R B RN I R
16.40 16.60 16.80 17.00
5000 m/z 41.05 15.23%
41 155
65 g2 125 225 251 297 337
m/z--> 50 100 150 200 250 300 350
Abundance #84070: 2-Butenedioic acid (2)-, dibutyl ester A e T
99 16.40 16.60 16.80 17.00
57 m/z 124 .95 8.46%
5000
29 117
155
O - = - T
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 1,2-Benzenedicarboxylic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.47 2.87 ng 132691 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 78
2 Phthalic acid. 8-chlorooctvl iso... 368 C20H29C104 1000356-85-8 78
3 Phthalic acid. hept-3-vl isobutv... 320 C19H2804 1000356-98-6 78
4 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-18-9 78
5 Phthalic acid, isobutyl nonyl ester 348 C21H3204 1000309-04-4 78
Abundance Scan 2584 (18.469 min): BG032994.D (-2579) (-) m/z 148.95 100.00%
149
5000
57 N B U N
41
76 104 223 18.20 18.40 18.60 18.80
e b 2L L d67 205288 | W/z 57.05  25.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172657: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149
5000 L BRI BN SR B
18.20 18.40 18.60 18.80
m/z 41.05 14 .32%
% Mg e 5% g
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
18.20 18.40 18.60 18.80
5000 m/z 149.95 9.90%
41 57 76 104121 167 205223 295 313
memmmjmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161284: Phthalic acid, hept-3-yl isobuty! ester — e e
149 18.20 18.40 18.60 18.80
m/z 103.95 8.36%
5000
57
4l | 76 104121 | 167 20522‘3 .
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220 240 260 280 300 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.05 3.58 ng 165654 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2683 (19.050 min): BG032994.D (-2679) (-) m/z 73.05 100.00%
73
5000
129
97 213

1S | 143157171185 1750, 256 18.80 19.00 19.20 19.40

m/z 43.05 94 .56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA B L L L L LB

18. 80 19. OO 19. 20 19. 40

m/z 60.05 03.18%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.80 19.00 19.20 19.40
5000 129 m/z 57.05 82.40%
29 g7
199
100115 143457,7,185 213 242
15 226
A B o L e A EEaas EESEE s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid R B
60 73 18.80 19.00 19.20 19.40
m/z 41.05 74_.70%
43
5000
129
29 157 200
‘ T7 lo11s ‘ 143 171 ‘
.??Ph..hb ‘HL‘,lt.Mk.uL,.u TRASD M . O L LA e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.02 2.28 ng 101981 Chrysene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3018 (21.018 min): BG032994.D (-3015) (-) m/z 57.05 100.00%
g7
113 1 1n 155 20.80 21.00 21.20 21.40
...'.l,.'l."l CAs 8 e . m/z 43.05 61.51%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LI B UL SR B
85 20.80 21.00 21.20 21.40
m/z 71.05 49.07%
290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
20,80 21.00 21.20 21.40
5000 85 m/z 85.05 39.27%
29 113 141 169 197 240
mz-> 50 100 150 200 250 300 350
Abundance #105886: Octadecane A e e AR
57 20.80 21.00 21.20 21.40
m/z 41.05 22.72%
5000 85 kKA¢HJVANPU¢kWN/\NQWAPMAN*W&NWJ
29
CLd gLt M 160 107 205 254
m/z--> 50 100 1&'30 2(')0 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.56 2.16 ng 96719 Chrysene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 86
Abundance Scan 3110 (21.559 min): BG032994.D (-3106) (-) m/z 57.05 100.00%
57
5000 85 W\,/\\J\m
LU DA SRR DU I
113 21.20 21.40 21.60 21.80
141
...,...?,:..I,.-.':.,-l...!l,..#.,.'...,...1.“'1?...15‘.2...?‘.’?. 2R | m/Zz 43.05  64.29%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #83023: Hexadecane
57
5000 85 UL DR DU AU SRR B
mmmmmmmm
29 m/z 71.05 54 _.51%
| L H \‘ { \‘ 1}3 ! 141 169 197 226
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance
57
21120 21.40 2160 21.80
5000 P m/z 85.05 40.35%
29
113 141 169 197 225 253 281 309 338
A LR R L L LA LA L AN LA RN ERN KLY KRS LA RARA RARAR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane A e RRR
57 21.20 21.40 21.60 21.80
m/z 41.05 23.34Y%
85
- AAMﬂhwwqwmmmfﬂﬂhwwfﬂkmMﬂMwﬂ
29 113
UL ) 14 169 197 225 253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030518\
Data File : BG032994.D

Aca On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample : J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.13 2.96 ng 132515 Chrysene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxv)methvl1- 242 C15H3002 002461-18-9 91
2 Tetratetracontane 619 C44H90 007098-22-8 80
3 Nonadecane 268 C19H40 000629-92-5 64
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 64
5 Eicosane 282 C20H42 000112-95-8 58

Abundance Scan 3207 (22.129 min): BG032994.D (-3203) (-) m/z 57.05 100.00%
57
5000 WML\\A
T 21.80 22.00 22.20 22.40
141 : : : :
A g e e e m/Zz 43.05  66.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57
5000 AR AU BARRE!
97 mmnmnmnm
m/z 71.05 49 .34%
Z&J 140 197
miz--> 0 55 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
21.80 22.00 22.20 22.40
5000 m/z 55.05 41 .25%
97
141 183 225 267 309 351 393 432463 505 561 603
miz--> 0 55 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance #117637: Nonadecane A mE R e
57 21.80 22.00 22.20 22.40
m/z 85.05 36.84Y%
o A‘/\wy&er\/\AA’\/
99
| 141 183 268
I

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21. 80 22. 00 22. 20 22. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG030518\
Data File : BG032994.D

Acq On : 5 Mar 2018 17:51

Operator : SJ/JU

Sample - J1798-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
Quant Title : 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]
Butane, 2-methoxy... 3.61 5.0 ng 87908 1 8.91 353754 20.0
2-Pentanone, 4-hy... 5.82 2.1 ng 37617 1 8.91 353754 20.0
unknown8 .42 8.42 77.3 ng 1368220 1 8.91 353754 20.0
Propanoic acid, 2... 13.88 2.0 ng 76721 3 15.53 750025 20.0
Tributyl phosphate 16.64 2.1 ng 80055 3 15.53 750025 20.0
1,2-Benzenedicarb... 18.47 2.9 ng 132691 4 18.25 925401 20.0
n-Hexadecanoic acid 19.05 3.6 ng 165654 4 18.25 925401 20.0
Heptacosane 21.02 2.3 ng 101981 5 22.60 894276 20.0
Hexadecane 21.56 2.2 ng 96719 5 22.60 894276 20.0
Oxirane, [(dodecy... 22.13 3.0 ng 132515 5 22.60 894276 20.0
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