LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\

Data File : BG015874.D

Acq On : 9 Jan 2015 17:46 Instrument :
Operator : TP/IZ BNA_G

Sample - G1055-01 ClientSampleld :
Misc - g FK-BPM-02-E5-E6-E7-E8
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG010515.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 height area % max. total
1 2.750 5 10 21 rBY 733918 1007523 73.88% 9.969%
2 2.885 28 33 39 rBvV3 27477 56513 4.14% 0.559%
3 2.961 42 46 52 rBV 131004 185908 13.63% 1.839%
4 4.871 365 371 379 rBvV2 74134 122615 8.99% 1.213%
5 5.335 443 450 462 rBVY 337509 548718 40.24% 5.429%

6.921 713 720 731 rVB 328426 585333 42.92% 5.791%
7.274 772 780 789 rBV 368223 619339 45.41% 6.128%
7.732 849 858 865 rBvV 142358 222591 16.32% 2.202%
8.049 904 912 919 rBV 287130 477340 35.00% 4.723%
8.884 1047 1054 1060 rBV 222970 383250 28.10% 3.792%

=
QO ~NO®

11 10.517 1324 1332 1340 rVB 171526 292678 21.46% 2.896%
12 12.991 1746 1753 1759 rVB 588485 862838 63.27% 8.537%

13 13.825 1888 1895 1900 rBV2 46305 66272 4._86% 0.656%
14 14.371 1980 1988 1994 rVB 274816 393798 28.88% 3.896%
15 15.729 2215 2219 2223 rVB2 27143 35780 2.62% 0.354%

16 15.864 2235 2242 2251 rBV 624760 916199 67.18% 9.065%
17 17.115 2449 2455 2462 rBV2 370224 528702 38.77% 5.231%

18 17.245 2473 2477 2480 rVB5 9112 13859 1.02% 0.137%
19 18.014 2603 2608 2617 rBV6 44185 68374 5.01% 0.677%
20 19.301 2822 2827 2835 rBV10 14971 35377 2.59% 0.350%

21 19.747 2897 2903 2907 rBV 1072256 1363738 100.00% 13.493%
22 21.017 3115 3119 3127 rBV5 53739 112004 8.21% 1.108%
23 21.299 3162 3167 3173 rBV 528423 697887 51.17% 6.905%
24 23.572 3547 3554 3564 rBV 238964 510142 37.41% 5.048%

Sum of corrected areas: 10106778
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\

Data File : BG015874.D

Acq On : 9 Jan 2015 17:46

Operator : TP/1Z

a?ggle i 31055_01 FK-BPM-02-E5-E6-E7-E8
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_G\METHODS\8270-BG010515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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|

TIC: BG015874.D

p.75
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8.05
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15.7 |

7.24
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0
Time-->
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21.30

23.57

0
Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\
Data File : BG015874.D

Acq On : 9 Jan 2015 17:46

Operator : TP/1Z

Sample : G1055-01

Misc S

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG010515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.96 16.70 ng 185908 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 17
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2,2"-Trimethylenebis-1,3-dioxolane 188 C9H1604 006543-04-0 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 46 (2.961 min): BG015874.D (-42) (-) m/z 73.00 100.00%
73
5000
43 U A
280 3.00 320 3.40
ol L“ ] | 10 152177 207 254 287 356382 422 | Thn/z 43.00 26.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A N LA I
43 280 3.00 320 3.40
m/z 87.05 25.15%
L L L L L LA WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
280 300 320  3.40
5000 m/z 55.00 17.54%
43
0 113 174
m/z--> 50 100 150 200 250 300 350 400
Abundance #2103: Propane, 2-methoxy-2-methyl- e e e
73 280 3.00 320 3.40
m/z 71.00 11.04%
5000
41
0}§HJI""I'”'I""I'"'I""I"”I""I"'
m/z--> 50 100 150 200 250 300 350 400 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\
Data File : BG015874.D

Acq On : 9 Jan 2015 17:46

Operator : TP/1Z

Sample : G1055-01

Misc S

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG010515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (+-)-4-Amino-4,5-dihydro-2(... Concentration Rank 5

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

4._.87 11.02 ng 122615 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 72
2 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 43
3 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 36
4 Butanoic acid, 4-iodo-, methyl e... 228 C5H9102 014273-85-9 36
5 Butanoic acid, 4-(2,4,5-trichlor... 296 C11H11CI303 025333-21-5 33

Abundance Scan 371 (4.871 min): BG015874.D (-365) (-) m/z 43.00 100.00%
a3
5000 101
460 4.80 5.00 5.20
o 68, 135 178 221 281 842 371 407 | n7759.00 67.41%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 101 " 460 480 500 520
70 m/z 101.00 46.22%
0 %?“M‘l,““‘;l‘.“.,‘....,....,....,....,....,....,.
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
43
101 " 460 480 500 520
5000 m/z 42.00 13.04%
72
L S L L WL A L WA WL B
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #29867: Propane, 1,1-dipropoxy-
59 460 4.80 5.00 5.20
m/z 58.00 11.79%
5000 101
31
} 131
0 'M'“ "'l""}qq" | IR UL UL SRR B
m/iz--> 0 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\

Data File : BG015874.D

Acq On : 9 Jan 2015 17:46

Operator : TP/1Z

a?ggle i 31055_01 FK-BPM-02-E5-E6-E7-E8
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG010515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 unknown7.27 Concentration Rank 2

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

7.27 55.65 ng 619339 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10
3 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10
4 1H-Indenol 132 C9H80 056631-57-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 779 (7.268 min): BG015874.D (-772) (-) m/z 131.90 100.00%
132
5000 68
w | T 700 7.20 7.40 7.60
o l~..|-,Jl.. e %8 Tn/z 68.00 43.73%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 B AR Rs RS R AR
7.00 7.20 7.40 7.60
6 m/z 66.00 37.20%
104
}?ﬁﬁww““”” LA DAL UURLALELNS SRR SR AL S
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
6 700 7.20 7.40 7.60
5000 m/z 133.90 33.66%
31
O S L A L UL L UL B LN LI
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- A e maa
132 7.00 7.20 7.40 7.60
m/z 69.00 24 .49%
5000 67
I 103
O S o g UL UL UL IR UL
mz-> 0 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\
Data File : BG015874.D

Acq On : 9 Jan 2015 17:46

Operator : TP/1Z

Sample : G1055-01

Misc S

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG010515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.01 2.59 ng 68374 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Tetradecanoic acid 228 C14H2802 000544-63-8 35
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 27
4 Pentadecanoic acid 242 C15H3002 001002-84-2 25
5 Nonanoic acid 158 C9H1802 000112-05-0 18
Abundance Scan 2607 (18.008 min): BG015874.D (-2603) (-) m/z 72.95 100.00%
5000
213
157 185 37 370 434 17.60 17.80 18.00 18.20 18.40
0 m/z 41.00 71.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43 7
5000 256
129 17.60 17.80 18.00 18.20 18.40
97 213 m/z 59.90 64 .89%
| | S|
I 11 P P S
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 57.05 55.28%
185
97 228
15 157
L L L L W UL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #12419: Ethanone, 1-(4,5-dihydro-2-thiazolyl)-
43 17.60 17.80 18.00 18.20 18.40
m/z 55.00 48 .74%
129
5000
87
OIIII{I"'j'I"L""I"''I""I""I""I""I""
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\

Data File : BG015874.D

Acq On : 9 Jan 2015 17:46

Operator : TP/1Z

a?ggle i 31055_01 FK-BPM-02-E5-E6-E7-E8
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG010515_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 1-Nonadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.02 3.21 ng 112004 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 81
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 81
3 9-Nonadecene 266 C19H38 031035-07-1 81
4 Cycloeicosane 280 C20H40 000296-56-0 74
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 62
Abundance Scan 3120 (21.022 min): BG015874.D (-3115) (-) m/z 96.95 100.00%
55 9
5000
155 190 025553281 554 385383 4pq457 495 20,60 20.80 21.00 21.20 2140
0 m/z 55.00 87 .45%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #98171: 1-Nonadecene
43 97
69
5000 U A AR B
mmmmmmmmmm
125 m/z 69.05 84.84%
NECTER | A \ ‘\ \‘154182 210238266
m/z--> 6 55 100 150 260 2éo 360 3éo 460 4%0 560
Abundance
55 83
20,60 20.80 21.00 21.20 21.40
5000 111 m/z 43.10 68.35%
266
o 139 163 210238
m/z--> 6 55 160 1%0 260 250 360 3éo 460 4%0 560
Abundance #98168: 9-Nonadecene I ma e i B e na
55 20.60 20.80 21.00 21.20 21.40
83 m/z 57.05 67 .95%
5000 g
111
0 \ | [139167 2332%°
m/z--> 6 % ﬁ01% M %o3®:@ d)éOS& mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010915\

Data File : BG015874.D

Acq On : 9 Jan 2015 17:46

Operator : TP/1Z

a?ggle i g1055_01 FK-BPM-02-E5-E6-E7-E8
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG010515_.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... 2.96 16.7 ng 185908 1 7.73 222591 20.0
(+-)-4-Amino-4,5-_ .. 4.87 11.0 ng 122615 1 7.73 222591 20.0
unknown? .27 7.27 55.6 ng 619339 1 7.73 222591 20.0
n-Hexadecanoic acid 18.01 2.6 ng 68374 4 17.12 528702 20.0
1-Nonadecene 21.02 3.2 ng 112004 5 21.30 697887 20.0
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