LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO071216\
Data File : BG023054.D

Aca On 13 Jul 2016 3:27

Operator : UM/SJ

Sample : H3995-14

Misc :

ALS Vial : 18 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-BG070816.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

5.224 401 406 413 rBvV 78350 129179 1.16% 0.266%
5.694 480 486 499 rBvV 961491 1641200 14.68% 3.381%
rBv 703505 1235617 11.05% 2.545%
7.680 815 824 834 rBV 1930590 3455876 30.91% 7.119%
8.150 898 904 912 rVB 378117 673949 6.03% 1.388%
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8.479 952 960 969 rBV 1762686 3005335 26.88% 6.191%
9.325 1096 1104 1117 rVB 1693454 3079969 27.54% 6.345%
10.982 1379 1386 1395 rVB 601115 1104862 9.88% 2.276%
11.752 1512 1517 1526 rBV3 72809 149295 1.34% 0.308%
13.062 1732 1740 1749 rBV2 75864 143197 1.28% 0.295%
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11 13.420 1793 1801 1809 rBV 4521455 7337722 65.62% 15.116%
12 14.801 2029 2036 2045 rBV 1068044 1757210 15.71% 3.620%
13 16.293 2280 2290 2302 rBV 4216473 6552712 58.60% 13.498%
14 17.557 2496 2505 2514 rBV 1377318 2162098 19.34% 4._.454%
15 20.165 2941 2949 2954 rBV 8000718 11182127 100.00% 23.035%

16 21.863 3230 3238 3251 rBV2 1445195 2574604 23.02% 5.304%
17 25.254 3804 3815 3831 rBV2 744483 2359169 21.10% 4 _.860%

Sum of corrected areas: 48544121
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023054.D

Aca On - 13 Jul 2016 3:27

Operator : UM/SJ

Sample . H3995-14

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
8000000 TIC: BG023054.D

6000000
4000000

2000000 7.68 8.48 933
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8.15 10.98

5.22 J\ \ 11.75
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Time--> 3. OO 3.50 4.00 4. 50 5. OO 5. 50 6. OO 6. 50 7. OO 7. 50 8. OO 8. 50 9. OO 9. 50 10. OO 10 50 11. OO 11. 50 12. OO 12. 50
Abundance : .
8000000 TIC: BG023054.D

20.17

6000000

13.42
16.29

4000000

2000000 1756 2186
14.80

13.06
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Time-->  13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance : .
8000000 TIC: BG023054.D
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2000000

25.25
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 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 : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023054.D

Aca On 13 Jul 2016 3:27

Operator : UM/SJ

Sample : H3995-14

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 3.83 ng 129179 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Octanol 130 C8H180 000589-98-0 28
3 3-Pentanol 88 C5H120 000584-02-1 25
4 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 23
5 3-Heptanol 116 C7H160 000589-82-2 23

Abundance Scan 405 (5.218 min): BG023054.D (-401) (-) m/z 43.05 100.00%

43
5000

101 L e e e
480 500 520 540 560

339 501
- ..'.,1.6.9..-,|. 0l 21l 202283312399  AMATZ0L | "m/z 59.10 53.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | LI LN L L DL L L BB

480 5.00 520 5.40 5.60
m/z 101.10 20.61%

15 ‘ 101
I""""I'"'I‘""I""I"" L DN A DL DAL B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59

4.80 5.00 5.20 5.40 5.60

5000, m/z 58.05 13.02%
101
129
R o o e B L I o o o M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2058: 3-Pentanol
59 480 5.00 5.20 5.40 5.60

m/z 56.00 9.48%

5000 31

87

m/z--> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 540 5.60

8270-BG070816.-M Wed Jul 13 17:53:52 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023054.D

Aca On 13 Jul 2016 3:27

Operator : UM/SJ

Sample : H3995-14

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown7.68 Concentration Rank 1

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

7.68 102.56 ng 3455880 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 824 (7.680 min): BG023054.D (-815) (-) m/z 132.00 100.00%
132
68
5000
o 740 7.60 7.80 8.00
b .|~,'l. 189 o4 296 385 397 4% "m/z 68.10 59.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U R UL L
7.40 7.60 7.80 8.00
yq 70 m/z 66.10 38.77%
Loigphd |
m/z--> 50 100 15 200 250 300 350 400
Abundance
132
A
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.09%
69
39 103
mz-> 50 100 150 200 250 300 350 400
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methyl- R N L o A RmmE
132 7.40 7.60 7.80 8.00
m/z 69.10 26 .85%
5000
104
3963 l
--“Fl“t4r-ﬁj-|----|---- L PN DAL UL U IR UL R AU
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071216\
Data File : BG023054.D

Aca On 13 Jul 2016 3:27

Operator : UM/SJ

Sample : H3995-14

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.70 ng 149295 Naphthalene-d8 10.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 80
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 56
4 n-Decanoic acid 172 C10H2002 000334-48-5 56
5 Xylose 150 C5H1005 000058-86-6 53
Abundance Scan 1517 (11.752 min): BG023054.D (-1512) (-) m/z 73.00 100.00%
7B
41
5000
115

11.40 11.60 11.80 12.00
| | 155 207 519
A L[ 195 207 255 207 358380417 469 519 | 7T 5g 95 79.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65562: Tridecanoic acid
43|73
5000
11.40 11.60 11.80 12.00
171 214 m/z 41.10 51.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60
11.40 11.60 11.80 12.00
5000 m/z 57.05 44 .88%
29 129
87
157186
B S LA I o e B o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104828: 12-Bromododecanoic acid
60 11.40 11.60 11.80 12.00
m/z 55.05 35.13%
5000

g7 129 199
‘ J‘l\L“ 163 | 237 278

m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071216\
Data File : BG023054.D

Acq On 13 Jul 2016 3:27

Operator : UM/SJ

Sample - H3995-14

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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-Pentanone, 4-hy... 5.22 3.8 ng 129179 1 8.15 673949 20.0
unknown7 .68 7.68 102.6 ng 3455880 1 8.15 673949 20.0
Tridecanoic acid 11.75 2.7 ng 149295 2 10.98 1104860 20.0
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