LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022380.D

Aca On 17 Jun 2016 00:19

Operator : UM/SJ

Sample : H3567-06

Misc :

ALS Vial : 17 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-BG060616.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

2.881 3 7 15 rVvB 18598 29783 1.91% 0.327%
5.108 381 386 397 rBvV2 15194 28747 1.85% 0.316%
rBv 285156 568556 36.55% 6.251%
7.247 742 750 763 rBV 311680 656912 42.23% 7.223%
7.593 801 809 822 rBV 356385 701838 45.11% 7.717%
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8.051 879 887 898 rBvV 81968 153420 9.86% 1.687%
8.375 933 942 954 rBV 267229 529372 34.03% 5.820%
rBv 177507 408399 26.25% 4._.490%
10.878 1357 1368 1382 rBV 117890 270644 17.40% 2.976%
13.310 1775 1782 1801 rBV 639455 1226768 78.86% 13.488%

QOO ~NO®
©
N
w
N
=
o
(0]
o
=
o
0]
00]
=
=
o
)]

11 14.138 1917 1923 1938 rBvV 43263 80564 5.18% 0.886%
12 14.691 2010 2017 2031 rBvV2 227136 415946 26.74% 4_.573%
13 16.189 2265 2272 2293 rBV 411977 796203 51.18% 8.754%
14 16.365 2297 2302 2310 rVV3 11619 23180 1.49% 0.255%
15 17.440 2477 2485 2499 rBv2 251218 470885 30.27% 5.177%

16 20.032 2920 2926 2938 rBV 1054007 1555668 100.00% 17.104%

17 20.995 3084 3090 3095 rBVvV4 20610 33225 2.14% 0.365%
18 21.312 3139 3144 3156 rBvV3 37924 81920 5.27% 0.901%
19 21.706 3203 3211 3223 rBvV 234184 468915 30.14% 5.156%
20 22.100 3272 3278 3285 rBV5 22076 41340 2.66% 0.455%
21 22.511 3342 3348 3355 rVB6 22494 53106 3.41% 0.584%
22 23.510 3511 3518 3522 rBV7Y 8903 19730 1.27% 0.217%
23 23.951 3588 3593 3598 rBV6 9270 17561 1.13% 0.193%
24 24.961 3750 3765 3785 rBV 128286 439523 28.25% 4.832%
25 26.030 3940 3947 3952 rBV6 7926 23064 1.48% 0.254%
Sum of corrected areas: 9095269
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022380.D

Aca On 17 Jun 2016 00:19

Operator : UM/SJ

Sample : H3567-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.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: BG022380.D
1000000
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400000 7.59

5.61 8.37

200000 9.23
8.05

10.88
.88 5 11
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Time--> 300 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022380.D
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Abundance TIC: BG022380.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022380.D

Aca On 17 Jun 2016 00:19

Operator : UM/SJ

Sample : H3567-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.88 Concentration Rank 3

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

2.88 3.88 ng 29783 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-EthvIformamide 73 C3H7NO 000627-45-2 37
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 33
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9

Abundance Scan 7 (2.881 min): BG022380.D (-3) (-) m/z 72.95 100.00%
7B
5000
55 290 3.00 3.10 3.20 3.30
1 s N m/z 43.00 34._86%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide
30 73
5000 RN RS LN AR
58 2.90 3.00 3.10 3.20 3.30
44 m/z 89.00 29.67%
0 15 25/ 39, 1 |
R I e L I LI I I AR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
73
2.90 300 310 3.20 330
5000 43 m/z 42.00 10.57%
2 89
26 38 48 57
e S L UL S I S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2101: Propane, 2-methoxy-2-methyl-
73 2.90 3.00 3.10 3.20 3.30
m/z 41.00 9.77%
5000
29 ‘ ‘
0'"|'%§'|”'“M"'w't“'9'”'|""|'“'|""|'”'|
m/z--> 10 20 30 50 60 70 80 90 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\BG061616\
Data File : BG022380.D

Aca On 17 Jun 2016 00:19

Operator : UM/SJ

Sample : H3567-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 3.75 ng 28747 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 78
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 7
5 2-Propanone, l1l-cyclopropyl- 98 C6H100 004160-75-2 5

Abundance Scan 386 (5.108 min): BG022380.D (-381) (-) m/z 42.95 100.00%
43
59
5000
101 s SV IRSERTESENS
51 | a3 4.80 5.00 520 5.40
Ovrerprepreeepr et e b e e e e e m/z 59.00 54 _.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R L L
59 480 500 520 540
m/z 101.00 24 .88%
15 4 101
0 | N 51\ 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
480 500 520 540
5000 m/z 58.00 21.98%
27 55
. 15 21 83 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methyl-
59 480 5.00 520 5.40
m/z 56.00 6.29%
5000
43
0 L 8 8 o 123 141 159
iz 16 20 % 40 80 65 70 80 95 150 130 130 13 140 150 160 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022380.D

Aca On 17 Jun 2016 00:19

Operator : UM/SJ

Sample : H3567-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.59 Concentration Rank 1

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

7.59 91.49 ng 701838 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 808 (7.587 min): BG022380.D (-801) (-) m/z 131.90 100.00%
132
5000 68 /\\
40 50 || g5 % 720 7.40 7.60 7.80 8.00
Ol st 8 e Ml m/Z 68.00 37.48%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104

5000 R AR B e
7.20 7.40 7.60 7.80 8.00

m/z 133.90 32.46%

31 51
0 ‘H\\ H I ‘ ‘ |
L o o LN e o e e R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132

7.20 7.40 7.60 7.80 8.00

5000 67 m/z 66.00 21.33%
41 53 97 117
79
ok e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 K
Abundance #88584: Amphetaminil R R
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 13.49%

5000
91 105
oL 3951 65 7 | 117 ) 146159 178 208 222
SN A SR ! S RO CANEUL NN G A -

m/z--> 40 60 80 100 120 140 160 180 200 220 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\BG061616\
Data File : BG022380.D

Aca On 17 Jun 2016 00:19

Operator : UM/SJ

Sample : H3567-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 5 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.31 3.49 ng 81920 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
2 1-Tetracosanol 354 C24H500 000506-51-4 83
3 1-Hexacosanol 382 C26H540 000506-52-5 83
4 1-Pentadecanol 228 C15H320 000629-76-5 81
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 81
Abundance Scan 3144 (21.312 min): BG022380.D (-3139) (-) m/z 57.00 100.00%
57 g3
5000 n
; 149 178 208 Y1100 2120 71140 7160
o} e e T e e R m/z 82.95 84 .07%
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000
21.00 21.20 21.40 21.60
125 m/z 43.00 76.09%
o “\\‘\ ‘\H‘\\\I ].-9|6.2.2‘.1.|....|....|..
m/z--> 50 200 250 300 350
Abundance
43
21.00 21.20 21.40 2160
5000 83 m/z 69.00 74 .23%
18 111
0 65 140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol e
43 21.00 21.20 21.40 21.60
m/z 55.00 69.63%
5000 83
18 ﬂ ‘111
0 ‘ Ll les ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061616\
Data File : BG022380.D

Aca On 17 Jun 2016 00:19

Operator : UM/SJ

Sample : H3567-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Cyclohexane, 1,5-diisopropy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.51 2.27 ng 53106 Chrysene-di12 21.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.5-diisopropvl-2.3... 196 C14H28 1000149-58-8 50
2 Cvclohexane. 1.1"-(2-methvl-1.3-... 222 C16H30 002883-08-1 47
3 Cvclohexanecarboxvlic acid. 3-pe... 338 C22H4202 1000280-60-0 43
4 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 38
5 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 35
Abundance Scan 3348 (22.511 min): BG022380.D (-3342) (-) m/z 97.00 100.00%
83 97
69

5000

22.20 22.40 22.60 22.80

0 m/z 83.00 87.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53668: Cyclohexane, 1,5-diisopropyl-2,3-dimethyl-
97
55 @9
41
83
5000 ||||||||||||||||||||V:‘A:\}:
22.20 22.40 22.60 22.80
27 109 153 m/z 69.00 72.60%
0 ,.‘J..M..Jﬂ,.wﬂ.nﬁ:.uhh..“..}??}??..lh — ..%?6.... MM,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 83
41
R AR SR E R
22.20 22.40 22.60 22.80
5000 97 m/z 110.95 54.35%
69 207
111 139
125
0 151 165 181193 222
T T T T T T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #136439: Cyclohexanecarboxylic acid, 3-pentadecyl ester
83 111 22.20 22.40 22.60 22.80
55 m/z 57.00 48_.86%
41
5000 129
29 69
97 210
0 A = N B e il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 22. 20 22. 40 22 60 22. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061616\
Data File : BG022380.D

Acq On 17 Jun 2016 00:19

Operator : UM/SJ

Sample - H3567-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown?2 .88 2.88 3.9 ng 29783 1 8.05 153420 20.0
2-Pentanone, 4-hy... 5.11 3.8 ng 28747 1 8.05 153420 20.0
unknown? .59 7.59 91.5 ng 701838 1 8.05 153420 20.0
Trichloroacetic a... 21.31 3.5 ng 81920 5 21.71 468915 20.0
Cyclohexane, 1,5-... 22.51 2.3 ng 53106 5 21.71 468915 20.0
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