LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024724.D

Aca On : 7 Nov 2016 11:24

Operator : UM/SJ

Sample : H5524-15

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:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 3.120 43 48 65 rvB 3852497 6105729 33.48% 2.355%
2 5.324 417 423 431 rBV 337501 580919 3.19% 0.224%
3 5.794 496 503 513 rBY 1598105 2659235 14.58% 1.026%
4 7.439 769 783 793 rBV2 4258392 10352807 56.77% 3.993%
5 7.674 816 823 833 rVV 1362035 2281311 12.51% 0.880%
6 7.797 835 844 845 rVV 1600777 2719966 14.91% 1.049%
7 7.827 845 849 860 rVB 2964286 5263418 28.86% 2.030%
8 8.150 893 904 914 rVB 2583458 4682024 25.67% 1.806%
9 8.297 916 929 939 rBV2 1769962 3691032 20.24% 1.424%
10 8.590 970 979 980 rBVY 1277722 1853877 10.17% 0.715%

11 8.620 981 984 992 rVB 1900655 3210085 17.60% 1.238%
12 9.354 1099 1109 1116 rBV 718930 1297482 7.11% 0.500%
13 9.442 1116 1124 1127 rVV 1014339 1974946 10.83% 0.762%
14 9.483 1127 1131 1138 rVB 1615968 2808128 15.40% 1.083%
15 10.006 1211 1220 1228 rVB 4453465 8332853 45.69% 3.214%

16 10.729 1335 1343 1352 rBV 2371401 4324675 23.71% 1.668%
17 10.946 1373 1380 1389 rVB 2167669 3939352 21.60% 1.519%
18 11.093 1389 1405 1408 rBV 402193 839532 4.60% 0.324%
19 11.146 1408 1414 1422 rVB 2432276 4501854 24.68% 1.736%
20 11.411 1450 1459 1467 rBV 3155170 5572497 30.55% 2.149%

21 12.727 1673 1683 1692 rBV 2680093 4504800 24.70% 1.737%
22 13.502 1807 1815 1824 rVB 2914803 4592736 25.18% 1.771%
23 14.607 1995 2003 2010 rBV 3300355 5540851 30.38% 2.137%
24 14.877 2043 2049 2055 rBV 693189 1167359 6.40% 0.450%
25 14.948 2055 2061 2067 rVB 3149859 4945453 27.12% 1.907%

26 15.077 2074 2083 2094 rBV 1870446 3072099 16.84% 1.185%
27 15.911 2216 2225 2234 rBV3 9867374 18052566 98.99% 6.963%
28 16.364 2293 2302 2312 rBV 2768131 4359526 23.90% 1.681%
29 16.922 2390 2397 2406 rVB 1991073 3079908 16.89% 1.188%
30 17.621 2510 2516 2519 rBV 938763 1546323 8.48% 0.596%

31 17.668 2519 2524 2531 rVV 7137686 12068220 66.17% 4 _.655%
32 17.762 2532 2540 2551 rVB 5449051 9050820 49.63% 3.491%
33 19.666 2856 2864 2870 rBV 7115320 11104313 60.89% 4.283%
34 20.024 2914 2925 2934 rVB 5307041 8365661 45.87% 3.227%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024724.D

Aca On : 7 Nov 2016 11:24

Operator : UM/SJ

Sample : H5524-15

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
Title

Z:\HPCHEM1I\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.200 2949 2955 2963 rBV 6299746 8613636 47.23% 3.322%

36 21.493 3170 3175 3186 rBV 305004 483746 2.65% 0.187%
37 21.763 3213 3221 3228 rBV 12069976 18237621 100.00% 7.034%
38 21.898 3236 3244 3251 rBV2 2327250 5936357 32.55% 2.290%
39 21.969 3251 3256 3264 rVB 3623626 6322633 34.67% 2.439%
40 22.697 3375 3380 3384 rBV2 112068 200264 1.10% 0.077%

41 23.038 3429 3438 3448 rVB 8670589 16942701 92.90% 6.535%
42 24.254 3634 3645 3657 rVB 2963005 8291598 45.46% 3.198%
43 25.353 3812 3832 3847 rVB2 753958 2494501 13.68% 0.962%
44 26.481 4017 4024 4036 rVB4 168682 486898 2.67% 0.188%
45 29.378 4483 4517 4535 rBV3 2519969 17564723 96.31% 6.775%

46 30.535 4695 4714 4733 rVB2 991184 5258228 28.83% 2.028%

Sum of corrected areas: 259275263
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024724.D

Aca On : 7 Nov 2016 11:24

Operator : UM/SJ

Sample : H5524-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024724.D

Aca On : 7 Nov 2016 11:24

Operator : UM/SJ

Sample : H5524-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.12 33.08 ng 6105730 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl-2-nitro- 119 C4HONO3 000076-39-1 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 48 (3.120 min): BG024724.D (-43) (-) m/z 73.10 100.00%
7B
43
5000
{ 300 320 340
Ol A 101130 180209 277 311339 379406438 488 522 m/z 43.10 60.89%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 U L UL SRR
3.00 320 3.40
m/z 89.10 37 .80%
0|""‘|""|""|""""""""l"" [rrrr T T
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
300 320 340
5000 m/z 41.05 11.18%
74
e L L L S L W L RN B SRR
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #733: N-Ethylformamide i o e R
30 78 3.00 320 3.40
m/z 45.05 9.80%
5000 j\
O o e e e U L UL AL
miz--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024724.D

Aca On : 7 Nov 2016 11:24

Operator : UM/SJ

Sample : H5524-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 unknown5.32 Concentration Rank 3

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

5.32 3.15 ng 580919 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
3 1.2-Butanediol 90 C4H1002 000584-03-2 32
4 3-Hvdroxyvy-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 17

Abundance Scan 422 (5.318 min): BG024724.D (-417) (-) m/z 43.05 100.00%
ile]
5000
101 U N S S
5.00 5.20 5.40 5.60
Ol k73 [ 141168 209240267295 855383 %12 m/z 59.10 59.37%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
5000 U S R LR
5.00 5.20 5.40 5.60
101 m/z 101.10 23.12%
Ol}ﬁwHW?%'J"”I'"'I”"I"”I""P"'I"”I""P'
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
500 520 540 560
5000 m/z 58.10 17.19%
15 101
e S L L U S WL WL S B B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2294: 1,2-Butanediol
31 59 5.00 5.20 5.40 5.60
m/z 41.10 8.73%
5000
0 89
m/z--> c') 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1;0 5(')0 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110716\
Data File : BG024724.D

Aca On : 7 Nov 2016 11:24

Operator : UM/SJ

Sample : H5524-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Tetracosane, 1l1-decyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.48 3.90 ng 486898 Perylene-d12 25.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 80
Abundance Scan 4024 (26.481 min): BG024724.D (-4017) (-) m/z 57.10 100.00%
57
5000

26.20 26.40 26.60 26.80

99
J [, 155104225 281 355 416 490 549

(OISR ¥ K 8 TP o e B ..~ . m/z 71.10 62.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl-
57
5000

26.20 26.40 26.60 26.80
m/z 43.05 55.64%

Hd 141 183 225 295 337 378 420

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T T T
26.20 26.40 26.60 26.80
5000 m/z 85.10 41.82%
o 141 183 225 267 309 351 437
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 26.20 26.40 26.60 26.80
m/z 55.10 26.48%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L Gk UL ML L S S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 26 20 26. 40 26 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110716\
Data File : BG024724.D

Acq On : 7 Nov 2016 11:24

Operator : UM/SJ

Sample - H5524-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
Propane, 2,2-dime... 3.12 33.1 ng 6105730 1 8.27 3691030 20.0
unknown5 .32 5.32 3.1 ng 580919 1 8.27 3691030 20.0
Tetracosane, 11-d... 26.48 3.9 ng 486898 6 25.35 2494500 20.0
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