LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024055.D

Aca On : 21 Sep 2016 15:09

Operator : UM/SJ

Sample : H4820-21

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-BG083116.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 2.923 9 14 27 rVB 2073408 3030920 74.64% 11.797%
2 5.114 382 387 394 rBV 255104 393885 9.70% 1.533%
3 5.602 464 470 481 rBV 722136 1176705 28.98% 4 .580%
4 7.223 739 746 761 rVB 1001411 1773971 43.69% 6.905%
5 7.582 799 807 816 rBV 907054 1601277 39.43% 6.233%
6 8.052 880 887 895 rBV 249529 442517 10.90% 1.722%
7 8.375 934 942 951 rBV 760760 1317763 32.45% 5.129%
8 9.232 1080 1088 1098 rBV 708995 1298257 31.97% 5.053%
9 10.883 1361 1369 1377 rBV 341120 644896 15.88% 2.510%
10 13.339 1777 1787 1796 rBVY 1954743 3071077 75.63% 11.954%

11 14.173 1923 1929 1935 rBV 346886 540696 13.31% 2.105%
12 14.725 2016 2023 2031 rBV 606758 960766 23.66% 3.740%
13 16.229 2273 2279 2294 rBV 827107 1366233 33.64% 5.318%

14 16.411 2307 2310 2319 rVB6 25951 50449 1.24% 0.196%
15 17.210 2442 2446 2450 rBv4 30998 46621 1.15% 0.181%
16 17.492 2488 2494 2499 rBV 690995 1099369 27.07% 4._.279%
17 17.533 2499 2501 2506 rVB2 58506 69074 1.70% 0.269%
18 19.272 2795 2797 2804 rVB7 36952 50616 1.25% 0.197%

19 19.548 2841 2844 2850 rVvB2 109053 141464 3.48% 0.551%
20 19.912 2903 2906 2911 rVB2 99780 128986 3.18% 0.502%

21 20.100 2933 2938 2944 rBV 3307539 4060813 100.00% 15.806%
22 21.398 3156 3159 3168 rVB8 115475 251518 6.19% 0.979%

23 21.798 3221 3227 3233 rBV 699187 1155785 28.46% 4._.499%
24 25.140 3789 3796 3805 rVB2 364455 1018068 25.07% 3.963%

Sum of corrected areas: 25691726
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024055.D

Aca On : 21 Sep 2016 15:09

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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: BG024055.D
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Abundance TIC: BG024055.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024055.D

Aca On : 21 Sep 2016 15:09

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 unknown2.92 Concentration Rank 1

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

2.92 136.99 ng 3030920 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 13 (2.917 min): BG024055.D (-9) (-) m/z 73.05 100.00%
7B
so00] 43 ’T
2.90 3.00 3.10 3.20 3.30
0 23149175 218 262290 354 406 499 496 | "m/z 43.05 50.57%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 RN A R LU U
2.90 3.00 3.10 3.20 3.30
m/z 89.00 33.99%
OI'”LI'"W'"'P"'I”"I'”'I"”I"'W""P"'I”
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30 78
2.90 3.00 3.10 3.20 3.30
5000 m/z 41.05 9.59%
L L L U S WAL W B WAL B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32642: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
78 2.90 3.00 3.10 3.20 3.30
m/z 45.05 8.72%
5000
43
0 \un‘\ L 119145
mz> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024055.D

Aca On : 21 Sep 2016 15:09

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 17.80 ng 393885 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 17
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 386 (5.108 min): BG024055.D (-382) (-) m/z 43.05 100.00%

43
5000
101

4.80 500 520 540

ol L8 | 2477 207235 803 387 4% | m/z 59.05  67.50%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA INL L L B L B B LB BRI |

480 5.00 520 5.40
m/z 101.05  23.45%

‘ 101
0 o b .
T e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
31
R E e ARREREE TR
59 480 5.00 520 5.40
5000 m/z 58.00 12.93%
85
o—r
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #214: Acetone P or TP T ....,
43 4.80 5.00 520 5.40

m/z 41.05 12._.70%

5000
15
0 ,.1Jtu,‘.... U SN S

m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024055.D

Aca On : 21 Sep 2016 15:09

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 unknown7.58 Concentration Rank 2

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

7.58 72.37 ng 1601280 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 807 (7.582 min): BG024055.D (-799) (-) m/z 132.05 100.00%
132
68
5000
40 | 720 7.40 7.60 7.80 8.00
0 b X207 267 8 A2 A sl m/z 68.05 57.73%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 AR R S
7.20 7.40 7.60 7.80 8.00
m/z 66.05 41 .34%
0

27
T O .
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132

7.20 7.40 7.60 7.80 8.00

5000 67 m/z 134.05 30.69%
103
L LR SN S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- R T R )
132 7.20 7.40 7.60 7.80 8.00

m/z 69.05 26 .36%

5000
63 104
0 28\.1JI)HL
L e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092116\
Data File : BG024055.D

Aca On : 21 Sep 2016 15:09

Operator : UM/SJ

Sample : H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG083116.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 9-Octadecenoic acid, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.40 4_.35 ng 251518 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 66
2 Cvcloeicosane 280 C20H40 000296-56-0 62
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 60
4 3-Chloropropionic acid. heptadec... 346 C20H39CIl02 1000283-05-1 58
5 Oleic Acid 282 C18H3402 000112-80-1 58
Abundance Scan 3159 (21.398 min): BG024055.D (-3156) (-) m/z 55.05 100.00%
5 o3
5000
21.00 21.20 21.40 21.60 21.80
o} m/z 57.05 91.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129352: 9-Octadecenoic acid, (E)-
55
5000 NI A DU SN
21.00 21.20 21.40 21.60 21.80
29 m/z 83.05 79.91%
0 .“. ‘-“M |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 AR DU N
21.00 21.20 21.40 21.60 21.80
5000 m/z 69.05 64 .50%
29 111
0 139 168196 224 252280
m/z--> 55 160 1%0 260 250 360 3%0 460 4%0 560
Abundance #129341: Octadec-9-enoic acid A EEaEE e
55 g3 21.00 21.20 21.40 21.60 21.80
m/z 97.05 47 . 47%
5000
29
OFrg e I i e S
m/z--> 55 100 150 200 250 300 350 400 450 500 21)00 21!20 21f4o 21)60 21!80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092116\
Data File : BG024055.D

Acq On : 21 Sep 2016 15:09

Operator : UM/SJ

Sample - H4820-21

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
unknown2 .92 2.92 137.0 ng 3030920 1 8.05 442517 20.0
2-Pentanone, 4-hy... 5.11 17.8 ng 393885 1 8.05 442517 20.0
unknown7 .58 7.58 72.4 ng 1601280 1 8.05 442517 20.0
9-Octadecenoic ac... 21.40 4.3 ng 251518 5 21.80 1155790 20.0
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