LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG051415\

Data File : BG017156.D

Acg On : 15 May 2015 2:04 Instrument :
Operator : TP/I1Z BNA_G

Sample - G2179-05 ClientSampleld :
Misc : RAV-MW-11
ALS Vial : 18 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-BG051315.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 2.795 13 18 27 rBV 192984 321424 8.36% 1.434%
2 2.872 27 31 43 rVB 509426 650829 16.94% 2.903%
3 4.817 357 362 368 rBY 39705 60208 1.57% 0.269%
4 5.298 438 444 454 yBV 590712 825574 21.48% 3.683%
5 6.902 711 717 726 rBV 402367 613632 15.97% 2.737%
6 7.249 768 776 785 rBV 1074934 1676178 43.62% 7.477%
7 7.707 848 854 862 rVB 267975 419555 10.92% 1.872%
8 8.025 901 908 916 rVB 843566 1342149 34.92% 5.987%
9 8.865 1044 1051 1059 rBVY 877190 1422921 37.03% 6.347%
10 10.287 1285 1293 1301 rBV5 25630 49759 1.29% 0.222%
11 10.498 1322 1329 1336 rBV 403414 650048 16.92% 2.900%
12 12.713 1700 1706 1711 rBV 53011 92157 2.40% 0.411%
13 12.983 1744 1752 1758 rBV 2042794 3116025 81.08% 13.900%
14 13.600 1853 1857 1864 rBV9 24872 48852 1.27% 0.218%
15 13.818 1891 1894 1898 rVB 33730 44732 1.16% 0.200%
16 14.012 1924 1927 1935 rVB8 43369 72450 1.89% 0.323%

17 14.358 1981 1986 1993 rVB2 546274 835561 21.74% 3.727%
18 15.857 2235 2241 2246 rBV 1733545 2430973 63.26% 10.844%
19 17.108 2449 2454 2460 rBV2 694822 1006997 26.20% 4.492%
20 18.030 2607 2611 2617 rBV2 372328 508609 13.23% 2.269%

21 19.311 2826 2829 2834 rBV5 278483 354114 9.21% 1.580%
22 19.746 2899 2903 2909 rVB 3152664 3842957 100.00% 17.142%

23 21.297 3164 3167 3172 rVB 835565 1044103 27.17% 4_.657%
24 23.571 3547 3554 3560 rVB 505542 988051 25.71% 4.407%

Sum of corrected areas: 22417858
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acg On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315.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: BG017156.D
4000000
3000000
2000000
7.25
1000000 8.02 8.86
2.87 5.30
 do 6.90 - 10.50
0 4.82 ﬂ, i 1Q£§ﬂ
e ana o a E E  a a aa E  a T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 9.50 10.00 10.50 11.00
Abundance TIC: BG017156.D
4000000 1975
3000000
12.98
2000000 15.86

1000000
12.71 13.6(8.82.01

Time--> 12.00 12.50 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
Abundance TIC: BG017156.D

4000000

3000000

2000000 21.30

1000000 2357

o1 T T T T T T T T T T T T T T T T T T e T T T T T e T

Time--> 21.00 21.50 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acq On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.87 31.02 ng 650829 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 31 (2.872 min): BG017156.D (-27) (-) m/z 73.05 100.00%
73 T
5000 43
2.802.903.003.10 3.20 3.30
: ll,| . | 1 e A8t 0 22, m/z 43.05 44._88%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.802.903.003.10 3.20 3.30
m/z 55.05 27 .77%
J ‘\“\ ‘ I ‘
m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance
73
41 2.802.903.003.103.203.30
5000 m/z 87.10 24.27%
15 97
T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 2.802.903.003.103.203.30
m/z 41.10 15.17%
5000 43
..J..‘,’....,....,....,....,....,....,....,....,..
m/iz--> 0 50 100 150 200 250 300 350 400 450 2.802.903.003.103.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acq On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.82 2.87 ng 60208 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 38
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
5 4-Ethyl-3-octanol 158 C10H220 019781-26-1 23

Abundance Scan 363 (4.822 min): BG017156.D (-357) (-) m/z 43.00 100.00%

5

5000
440 4.60 4.80 5.00 5.20
221 491
,....,.7.1.‘.-,1....,....,....,....,....,....,....,...., m/z 59.10 64.80%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
440 4.60 4.80 5.00 5.20
m/z 101.00 19.63%
15 ‘ 101
‘ |

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance
43
440 4.60 4.80 5.00 5.20
5000 m/z 58.00 16.13%
101
15 73
T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #7867: 4-Hydroxy-3-hexanone
59 440 4.60 4.80 5.00 5.20
m/z 41.05 11.99%
31
5000
L 87116
e T T e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acq On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 unknown7.25 Concentration Rank 1

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

7.25 79.90 ng 1676180 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 776 (7.249 min): BG017156.D (-768) (-) m/z 132.00 100.00%
132
5000 68
40 96 L e R
7.00 7.20 7.40 7.60
11 281 316 m/z 68.10 44.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AL S IR R
7.00 7.20 7.40 7.60
m/z 134.00 33.69%
31 51 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
700 7.20 7.40 7.60
5000 97 m/z 66.00 32.28%
70
31
51 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- A
132 7.00 7.20 7.40 7.60
m/z 69.10 20.76%
5000
69
39
89 105
memmm TrrryfrrrryrirrrrrrrrrJrrrr
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acq On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 6 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.71 2.21 ng 92157 Acenaphthene-d10 14_.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 50
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 50
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 47
4 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 47
5 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 074367-34-3 43
Abundance Scan 1705 (12.707 min): BG017156.D (-1700) (-) m/z 43.05 100.00%
43
71
5000
l % 12.40 12,60 12.80 13.00
121145 173 : : . .
— .-l-‘l 2L Tm/z 71.00 77.83%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000
12.40 12.60 12.80 13.00
m/z 83.05 39.51%
98
A e
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance
71
43 12.40 12,60 12.80 13.00
5000 m/z 56.10 38.42%
15 101
mz-> 0 50 100 150 200 250 300 350 400
Abundance #20154: Propanoic acid, 2-methyl-, 2-methylpropy!| ester
7 12.40 12.60 12.80 13.00
m/z 55.10 34_.01%
5000 41
101
m/iz--> 0 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acq On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.03 10.10 ng 508609 Phenanthrene-d10 17.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Dodecanoic acid 200 C12H2402 000143-07-7 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2611 (18.030 min): BG017156.D (-2607) (-) m/z 43.05 100.00%
73
5000 MMJ\“r‘&W
129
157 185 213 " 17.80 18.00 18.20 18.40
m/z 73.00 87.10%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43
5000 256 LI UL BN SULLILN B
Qg ﬂmmmmmmm
‘ - 213 m/z 55.10 82.39%
185
. I‘I ‘:‘ M H H‘“ hH \u | I\ ‘: I‘ I‘Iml |“| ‘:23|8| ‘: — .
m/z--> 150 200 250 300 350
Abundance
60
4 " 17.80 18.00 18.20 18.40
5000 129 m/z 41.10 81.60%
85 157
200
= T '|1}{ N P e U UL B
m/z--> 50 100 150 200 250 300 350
Abundance #75070: Tetradecanoic acid R mEEE L
78 17.80 18.00 18.20 18.40
m/z 60.00 80.70%
5000 129 \ﬁ-wM*Mw~Ah}\\uwwwrwww&w&
228
,1§”|,H‘ hm ‘15.7.‘.‘.‘..‘..,....,....,. e <o
m/z--> 50 150 200 250 300 350 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acq On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.31 6.78 ng 354114 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Docosanoic acid 340 C22H4402 000112-85-6 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2829 (19.311 min): BG017156.D (-2826) (-) m/z 43.10 100.00%
43 73
5000
19.00 19.20 19.40 19.60
m/z 73.00 86.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
43 7
5000 129 LA L L L L L L L L LB
9 19. OO 19 20 19. 40 19. 60
! 185 o4y 284 m/z 41.10 75.94%
15, ) u‘hw Ll 257 .‘\. i U
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
R R REREEEEEEEEE Ry
73 19.00 19.20 19.40 19.60
5000 340 m/z 57.10 74 .80%
97 129 so7
153 185 513 241 Hgq
IR I o e e LI A o o o e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid B A o
3 19.00 19.20 19.40 19.60
43 m/z 60.00 73.36%
5000 129
185
‘ 228
m/z--> 50 15 200 250 300 350 400 19. OO 19 20 19. 40 19. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG051415\
Data File : BG017156.D

Acq On : 15 May 2015 2:04

Operator : TP/1Z

Sample : G2179-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.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... 2.87 31.0 ng 650829 1 7.71 419555 20.0
2-Pentanone, 4-hy... 4.82 2.9 ng 60208 1 7.71 419555 20.0
unknown? .25 7.25 79.9 ng 1676180 1 7.71 419555 20.0
Propanoic acid, 2... 12.71 2.2 ng 92157 3 14.36 835561 20.0
n-Hexadecanoic acid 18.03 10.1 ng 508609 4 17.11 1007000 20.0
Octadecanoic acid 19.31 6.8 ng 354114 5 21.30 1044100 20.0
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