LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG120315\

Data File : BG019887.D

Aca On : 4 Dec 2015 1:51 Instrument :

Operator : UM/NP ?:'I\:gﬁ(t;Sam ol

3‘?”'0'6 : G4598-11 113015-A265-F-D-B
isc :

ALS Vial : 16 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-BG120215.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 3.140 45 51 60 rBv 70264 129831 4_47% 1.144%
2 3.216 60 64 79 rvB 170809 257845 8.89% 2.272%
3 5.196 395 401 407 rBV 30380 44716 1.54% 0.394%
4 5.660 473 480 491 rBV 154581 242544 8.36% 2.137%
5 7.258 746 752 762 rVB 106785 182802 6.30% 1.611%

7.646 811 818 826 rVB 302085 492634 16.98% 4.341%
8.122 890 899 905 rBV 92011 157828 5.44% 1.391%
8.445 946 954 964 rVB 394121 675136 23.27% 5.949%
338503 620757 21.39% 5.469%
10.942 1370 1379 1387 rVB 133763 242153 8.35% 2.134%
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11 13.381 1786 1794 1802 rBV 1097673 1699235 58.57% 14.972%
12 14.197 1928 1933 1939 rBvV 23037 30925 1.07% 0.272%
13 14.750 2019 2027 2035 rBv2 250004 396658 13.67% 3.495%
14 16.230 2272 2279 2288 rBV 648690 954752 32.91% 8.412%
15 17.494 2487 2494 2500 rBvV 357604 525210 18.10% 4.628%

16 17.864 2551 2557 2562 rBV 52944 72822 2.51% 0.642%
17 18.369 2638 2643 2650 rBV3 33822 50743 1.75% 0.447%
18 19.227 2783 2789 2798 rBV 233592 294978 10.17% 2.599%
19 19.638 2856 2859 2864 rBV3 26943 36400 1.25% 0.321%
20 20.096 2931 2937 2943 rBV 2215967 2901413 100.00% 25.564%
21 20.725 3040 3044 3050 rvVB2 27291 35498 1.22% 0.313%
22 21.407 3156 3160 3166 rBV7 17500 29386 1.01% 0.259%

23 21.771 3215 3222 3228 rBV 393248 664431 22.90% 5.854%
24 25.061 3771 3782 3793 rVB2 213774 610745 21.05% 5.381%

Sum of corrected areas: 11349442
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG120315\
Data File : BG019887.D

Aca On : 4 Dec 2015 1:51

Operator : UM/NP

Sample . G4598-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG019887.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019887.D

Aca On : 4 Dec 2015 1:51

Operator : UM/NP

Sample : 6G4598-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 32.67 ng 257845 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 65 (3.222 min): BG019887.D (-60) (-) m/z 72.95 100.00%
7B
5000 43 j\\
55 87 SED U NS —
| . 300 320 3.40 3.60
I 1 OO USR-S, m/z 43.00 39.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 USRS NAEEE B REE B
43 3.00 320 3.40 3.60
55 87 m/z 87.00 25.84%
0 ?? 35 | ‘ 67 || 80
LR IR S UL SR UL SURLLIL SUR L SURL SUIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
30
300 320 340 360
5000 43 87 m/z 55.00 24 .69%
15 72
0 37 52 59 /\K
LN IR S UL S SURLLL SRR SURILEL IURL SR S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R e
73 3.00 320 3.40 3.60
m/z 41.00 11.98%
5000
45
29
0 “ 3\9\‘ 5\5 67 A 101 M\
miz--> 0 20 30 40 50 60 70 8 90 100 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019887.D

Aca On : 4 Dec 2015 1:51

Operator : UM/NP

Sample : 6G4598-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.20 5.67 ng 44716 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Heptanol 116 C7H160 000589-82-2 25
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 402 (5.202 min): BG019887.D (-395) (-) m/z 43.00 100.00%
43
59
5000
101 ISR NS RN N
49 | 83 480 5.00 5.20 5.40 5.60
R o N I L T m/z 59.00 52.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L R
480 5.00 5.20 5.40 5.60
59 m/z 101.00 21.88%
0 21 37| 53“‘ 67 778 o1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 12.88%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8090: 3-Heptanol
59 480 5.00 5.20 5.40 5.60
69 m/z 41.10 8.10%
5000 31 M
87
o Sl sl | w | s s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019887.D

Aca On : 4 Dec 2015 1:51

Operator : UM/NP

Sample : 6G4598-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.65 Concentration Rank 2

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

7.65 62.43 ng 492634 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 819 (7.652 min): BG019887.D (-811) (-) m/z 132.00 100.00%
5000
740 7.60 7.80 8.00
o} m/z 68.00 44 .60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 U SR UL R
69 7.40 7.60 7.80 8.00
76 m/z 134.00 33.85%
“ 89 103
0'W'“W'”'P“jW”wﬁH'ﬁM'PJJP'”P'mIM”IyﬁI““I'” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 97 m/z 66.00 32.28%
70
31
. 44 51 60 7T g6 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R R
132 7.40 7.60 7.80 8.00
m/z 69.00 20.54%
5000
104
ol 14 27 37 44 51 5 % T 997 | 15
m/z--> 10 20 30 40 §0 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019887.D

Aca On : 4 Dec 2015 1:51

Operator : UM/NP

Sample : 6G4598-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 6 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.86 2.77 ng 72822 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 Cvclododecane 168 Cl1l2H24 000294-62-2 96
3 1-Hexadecanol 242 C16H340 036653-82-4 95
4 2-Tetradecene. (E)- 196 C14H28 035953-53-8 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 2556 (17.858 min): BG019887.D (-2551) (-) m/z 55.00 100.00%
43 55
6o 83
97
5000
111
125 179 207 17.60 17.80 18.00 18.20
0 P m/z 43.00 87.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53622: Cyclotetradecane
55
41 69 83
5000 o7 L S BN BRI SRR
17.60 17.80 18.00 18.20
‘ ”1125 m/z 41.00 81.38%
196
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
55
41 69
83 17.60 17.80 18.00 18.20
5000, 28 o m/z 57.00 78.24%
111
125 140151 168
O o R I B
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43 5 17.60 17.80 18.00 18.20
69 &3 m/z 83.00 77.53%
97
5000
29 111
0 el H ‘H ‘\ m 140 154 168 182 196 224
m/z--> 20 40 60 100 120 140 160 180 200 220 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120315\
Data File : BG019887.D

Aca On : 4 Dec 2015 1:51

Operator : UM/NP

Sample : 6G4598-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 7 1-Hexadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.23 11.23 ng 294978 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 98
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
4 Pentafluoropropionic acid. 4-hex... 388 C19H33F502 1000283-04-1 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 2790 (19.233 min): BG019887.D (-2783) (-) m/z 55.00 100.00%
41
5000
125139 165 182 208224 19.00 19.20 19.40 19.60
Obrrrrrrrflhrs m/z 57.00 91.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72486: 1-Hexadecene
5000 29 B B e e e B
19.00 19.20 19.40 19.60
111 m/z 43.00 89.38%
o ‘ \‘ 12513915416g182196 224
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 %9g3
97 19.00 19.20 19.40 19.60
5000 m/z 69.00 86.22%
111
. 27 125139154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #145521: Bromoacetic acid, hexadecy! ester R RS m e e AR
43 19. oo 19 20 19. 40 19 60
69 g3 m/z 83.00 82.21%
5000
29
Ottt L e EERAE mR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1900 1920 1940 1960
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120315\
Data File : BG019887.D

Acq On : 4 Dec 2015 1:51

Operator : UM/NP

Sample - G4598-11

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
Butane, 2-methoxy... 3.22 32.7 ng 257845 1 8.12 157828 20.0
2-Pentanone, 4-hy... 5.20 5.7 ng 44716 1 8.12 157828 20.0
unknown7 .65 7.65 62.4 ng 492634 1 8.12 157828 20.0
Cyclotetradecane 17.86 2.8 ng 72822 4 17.49 525210 20.0
1-Hexadecene 19.23 11.2 ng 294978 4 17.49 525210 20.0
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