LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081919\
Data File : BG042330.D

Aca On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 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 G\METHODS\8270-BG081919.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 3.135 3 8 24 rVB 255192 524055 25.51% 3.571%
2 5.562 414 421 432 rBV 422420 714062 34.76% 4 .866%
3 7.166 687 694 714 rBV 429908 800892 38.99% 5.458%
4 7.542 744 758 768 rBV 461212 833565 40.58% 5.681%
5 7.636 769 774 783 rVB5 10793 21248 1.03% 0.145%
6 8.006 830 837 847 rBV 178028 314771 15.32% 2.145%
7 8.335 884 893 904 rBV 380729 678277 33.02% 4.622%
8 9.175 1025 1036 1045 rBV 249909 483463 23.53% 3.295%
9 9.251 1045 1049 1061 rVvB2 16525 33662 1.64% 0.229%
10 10.832 1307 1318 1334 rBvV 226118 453289 22.07% 3.089%

11 13.282 1728 1735 1750 rBV 779750 1300346 63.30% 8.862%
12 14.110 1870 1876 1888 rBV 118367 224763 10.94% 1.532%
13 14.663 1963 1970 1979 rBV2 418296 681073 33.15% 4.641%
14 16.155 2217 2224 2243 rBV 649821 1084734 52.80% 7.392%
15 17.418 2432 2439 2444 rBV2 536156 867808 42.24% 5.914%

16 17.459 2444 2446 2454 rVV 40793 58697 2.86% 0.400%
17 17.542 2454 2460 2467 rVB5 14816 32815 1.60% 0.224%
18 17.812 2500 2506 2513 rBV7 22721 70147 3.41% 0.478%
19 18.305 2584 2590 2594 rBV3 24792 45814 2.23% 0.312%
20 18.347 2595 2597 2606 rVB5 12256 22097 1.08% 0.151%
21 19.469 2782 2788 2795 rBV 77724 116171 5.65% 0.792%
22 19.804 2841 2845 2846 rBV2 23715 28140 1.37% 0.192%
23 19.833 2846 2850 2858 rVB 65811 98761 4.81% 0.673%
24 20.027 2877 2883 2890 rBV 1576618 2054326 100.00% 14.000%
25 20.332 2930 2935 2941 rVB4 15521 26385 1.28% 0.180%
26 21.343 3103 3107 3109 rBV2 23096 32927 1.60% 0.224%
27 21.690 3158 3166 3172 rBV2 621576 1124900 54.76% 7.666%
28 21.889 3196 3200 3207 rVB2 32111 45413 2.21% 0.309%
29 22.506 3298 3305 3314 rVB 46475 85153 4_.15% 0.580%
30 23.206 3417 3424 3430 rBV3 55154 114381 5.57% 0.779%
31 23.399 3452 3457 3467 rVB3 43086 98756 4.81% 0.673%
32 23.911 3537 3544 3550 rBV 21660 61503 2.99% 0.419%
33 24.022 3557 3563 3571 rVB2 50274 109906 5.35% 0.749%
34 24.627 3661 3666 3673 rVB4 11976 30932 1.51% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081919\
Data File : BG042330.D

Aca On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 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 - Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG081919.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.780 3684 3692 3700 rBvV 21042 57219 2.79% 0.390%

36 24.933 3707 3718 3738 rBvV 389224 1243249 60.52% 8.472%

37 26.132 3915 3922 3930 rvB4 25323 69496 3.38% 0.474%

38 28.635 4339 4348 4355 rBVS8 8222 30764 1.50% 0.210%
Sum of corrected areas: 14673960
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042330.D

Aca On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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: BG042330.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042330.D

Aca On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.14 33.30 ng 524055 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 9 (3.141 min): BG042330.D (-3) (-) m/z 73.10 100.00%
7B
5000
43
55 87
| 3.20 3.30 3.40 3.50 3.60
Obrrr e e b e e || M7z 43.10 0 32 73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AN A SRR AR RARSE R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 27.68%
fg i 80
G s R A AR RS AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 55.10 21.74%
o 1L, \H Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 71.05 11.51%
5000 43 87 /\
15 72
0'“PJ”P'MM'“IL”?%E%'“J'”P'”P'“P'”P“'P”'P”' A IR UL UL AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042330.D

Aca On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 2 unknown7.54 Concentration Rank 1

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

7.54 52.96 ng 833565 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
2 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 758 (7.542 min): BG042330.D (-744) (-) m/z 132.00 100.00%
132
5000
i A
96 ol 70 7e0 7RO
40 54 75 104 7.20 7.40 7.60 7.80
o.,...::'.'..4.8,....,6.2.II.|,..'..,..??,..!.,.':.. il m/z 134.00  33.95%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132
5000 AR IR L I
7.20 7.40 7.60 7.80
77 104 m/z 68.10 32.68%
o ¥ IL57 o0 i 7 8 A, us
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine
132
7.20 7.40 7.60 7.80
5000 m/z 66.10 21.51%
104
51 65 78
0 'I"'?s""lw"'l"ll'I"JMI""?%'"I""I"1}7I""I""I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132 7.20 7.40 7.60 7.80
m/z 69.10 13.31%
5000
66
0'|"“|'“'|“"w'”lw"w"“l"“l'“'l“"w%g§‘"w"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042330.D

Aca On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Undecane Concentration Rank 4

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

9.25 2.14 ng 33662 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 83
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 64
3 Nonane. 3.7-dimethvl- 156 Cl11H24 017302-32-8 64
4 Octane. 2.3.3-trimethvl- 156 Cl11H24 062016-30-2 64
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1049 (9.251 min): BG042330.D (-1045) (-) m/z 57.10 100.00%
q7
5000
4 85
156 9.00 9.20 9.40 9.60
0 m/z 43.10 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28423: Undecane
57
5000 4 85 RSN RSN R R
9.00 9.20 9.40 9.60
m/z 71.10 53.36%
oL 26 Il | | | 113105 1%
mz> o 40 65 B0 100 130 140 150 140 300 230 290 240 2> "
Abundance #140553: 1-lodo-2-methylundecane
57
9.00 9.20 9.40 9.60
5000 4 m/z 85.10 32.93%
85
okl | h‘ | L3128 104169 21 296
m/z--> 25 45 eb éo 160 150 150 1é0 1éo 200 220 240 2é0 2é0 ' M
Abundance #28441: Nonane, 3,7- dlmethyl L L LN I IAI T
57 9.00 9.20 9.40 9.60
m/z 41.10 29.68%
5000
4 85
127
0"'%"W“'J\'ﬂhl"}?9”'|A"|“%§6“"w"'"'w"“l'“'l'“'l”"v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042330.D

Aca On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.21 2.03 ng 114381 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Nonadecane, 2,3-dimethyl- 296 C21H44 075163-99-4 91
Abundance Scan 3425 (23.211 min): BG042330.D (-3417) (-) m/z 57.10 100.00%
57
5000 85 *AWML”L~W*~U/\Mwﬁm\\\mhm_ﬁ
l‘ L 4 s 20 20 22 s 22180 3100 2320 2340 2360
oLl ey 169755, 200 299, 282 S| m/z 71.05 60.30%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 BB
nmmmmmmmmm
m/z 43.10 51.12%
. 200111 113 (141 160 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #175557: Tetracosane
57
22:80 23.00 23.20 23.40 23.60
5000 P m/z 85.10 49 .11%
29 113
oL ‘ J‘ Loy, 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 350
Abundance #185535: Heptadecane, 9-octyl- AR EE S
57 22.80 23.00 23.20 23.40 23.60
m/z 55.05 22.54Y%
- 1 MMWWJ\”\WV
oL 3 “.\ J‘leﬁ3“l4l 169 197 % 267 204 323 352
m/z--> % ﬁo 1m M ﬂ) ﬁo 3% nmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
Data File : BG042330.D

Acq On 19 Aug 2019 17:18

Operator : HP/JU

Sample : K4277-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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]
Butane, 2-methoxy... 3.14 33.3 ng 524055 1 8.01 314771 20.0
unknown? .54 7.54 53.0 ng 833565 1 8.01 314771 20.0
Undecane 9.25 2.1 ng 33662 1 8.01 314771 20.0
Hexacosane 23.21 2.0 ng 114381 5 21.69 1124900 20.0
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