LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022402.D

Aca On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample : H3597-02

Misc :

ALS Vial : 15 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
1 2.867 3 5 23 rvVB 841949 1218031 87.66% 15.358%
2 5.105 380 386 395 rVB 19487 36978 2.66% 0.466%
3 5.605 464 471 482 rBV 189321 371176 26.71% 4 .680%
4 7.232 741 748 762 rBV 222227 481948 34.69% 6.077%
5 7.585 801 808 826 rBV 244632 488858 35.18% 6.164%
6 8.043 879 886 898 rBV 52992 98776 7.11% 1.245%
7 8.366 934 941 951 rBV 210215 411088 29.59% 5.183%
8 9.218 1078 1086 1099 rBV 120586 278461 20.04% 3.511%
9 10.863 1358 1366 1381 rBV 63362 153586 11.05% 1.937%
10 13.301 1774 1781 1801 rBvV 484389 903920 65.05% 11.398%

11 14.130 1916 1922 1933 rBV 88584 156989 11.30% 1.979%
12 14.682 2008 2016 2031 rBV2 148239 268411 19.32% 3.384%

13 15.499 2150 2155 2161 rVB 15267 20689 1.49% 0.261%
14 16.175 2264 2270 2289 rBV 263264 486724 35.03% 6.137%
15 16.357 2297 2301 2310 rBV2 19108 33915 2.44% 0.428%
16 17.150 2429 2436 2441 rBV3 8756 15588 1.12% 0.197%

17 17.432 2477 2484 2499 rBV2 162553 326558 23.50% 4.118%
18 20.023 2919 2925 2941 rBV 920911 1389494 100.00% 17.520%
19 21.304 3137 3143 3161 rBV2 42357 99128 7.13% 1.250%
20 21.515 3175 3179 3183 rBvV4 7737 18229 1.31% 0.230%

21 21.692 3201 3209 3223 rBV 160212 358970 25.83% 4_.526%
22 24.941 3749 3762 3779 rBV2 92215 313345 22.55% 3.951%

Sum of corrected areas: 7930862
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022402.D

Aca On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample . H3597-02

Misc :

ALS Vial : 15 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: BG022402.D
.87
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Abundance TIC: BG022402.D
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Abundance TIC: BG022402.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022402.D

Aca On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 15 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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.87 246.63 ng 1218030 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 1,3,5-Trioxane 90 C3H603 000110-88-3 4

Abundance Scan 6 (2.873 min): BG022402.D (-3) (-) m/z 73.00 100.00%
7B \
5000
43 89
37, 55 2.90 3.00 3.10 3.20 3.30
O e i L B e e o RO m/z 43.00 34.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A AR LS LA R
2.90 3.00 3.10 3.20 3.30
89 m/z 89.00 32.42%
O I'?§M‘J"??M""'I "?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
43
55 2.90 3.00 3.10 3.20 3.30
5000 m/z 41.00 7.54%
29
0 s 37, 49 | 6l g7 g2 89 100
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #703: Methane, isothiocyanato-
78 2.90 3.00 3.10 3.20 3.30
m/z 45.00 5.30%
5000
45
28 35 58
0"'l""|""|""'i"l"|"''|""="l"'|""|""|""|' RS SR S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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\BG061716\
Data File : BG022402.D

Aca On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 15 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 7.49 ng 36978 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 387 (5.111 min): BG022402.D (-380) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 4.80 5.00 5.20 5.40
o1 MO | SIS MM m/z 59.00 66.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I S SRR N R
4.80 5.00 5.20 5.40
59 101 m/z 101.00 28.77%
0 21 37, 53 ‘ 67 77 8 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
0
5000 101 m/z 58.00 21.29%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4658: 1-Butanol, 3-methoxy-
50 4.80 5.00 5.20 5.40
m/z 41.00 9.30%
5000
31
43
0 "'I'}?'I'?§'I"??I""I??"I""T%"'I"'é?'"'}p?"l' U L U L UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022402.D

Aca On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.58 Concentration Rank 2

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

7.58 98.98 ng 488858 1,4-Dichlorobenzene-d4 8.04
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 807 (7.579 min): BG022402.D (-801) (-) m/z 131.90 100.00%
5000 /\
68
% 7.20 7.40 7.60 7.80 8.00
40 54
ol ! 87 | As e || M/Z  67.95  35.44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L I IR LIS IR
7.20 7.40 7.60 7.80 8.00
31 51 78 m/z 133.90 33.19%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 21.45%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 13.22%
5000 og M°
o ,\MI 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 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\BG061716\
Data File : BG022402.D

Aca On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 15 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 Eicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.36 2.08 ng 33915 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Octacosane 394 C28H58 000630-02-4 72
4 Pentadecane 212 C15H32 000629-62-9 64
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 2302 (16.363 min): BG022402.D (-2297) (-) m/z 57.00 100.00%
57
5000 85
1 || us as1 16.00 16.20 16.40 16.60
YN Rt S m/z 71.00 60.03%
m/z--> 50 100 150 200 250 300 350
Abundance #107653: Eicosane
57
5000 85
29 16.00 16.20 16.40 16.60
m/z 43.00 51.50%
113
0 I‘I \I T “l\ I“wl H‘I f“ . “Ili}ll‘}(?gl‘?-gzlzlz?IZSi? |2|8‘2| B e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16.20 16.40 16.60
5000 85 m/z 85.00 40.00%
0 13 141 143 211 239 267 296
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #155178: Octacosane
57 16.00 16.20 16.40 16.60
m/z 55.00 25.52%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022402.D

Aca On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample = H3597-02

Misc :

ALS Vial : 15 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 Isoheptadecanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.30 5.52 ng 99128 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoheptadecanol 256 C17H360 057289-07-3 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 3142 (21.298 min): BG022402.D (-3137) (-) m/z 83.00 100.00%
97

5000

21.00 21.20 21.40 21.60
m/z 97.00 94.63%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92322: Isoheptadecanoal

57
43

97

5000
21.00 21.20 21.40 21.60

m/z 69.00 84 .62%

125 182 210
0 139154168™ 106" | 20425
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83
97 21.00 21.20 21.40 21.60
5000 m/z 56.95 78.85%
29 111

125
o 139153167 182196210224 252 280

wﬁmﬁwﬁwﬁwﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
7

21.00 21.20 21.40 21.60

83 m/z 55.00 74 .76%
97

5000

125
139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60

8270-BG060616.M Mon Jun 20 18:01:01 2016 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022402.D

Acq On : 18 Jun 2016 00:34

Operator : UM/SJ

Sample - H3597-02

Misc :

ALS Vial : 15 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]
Propane, 2,2-dime... 2.87 246.6 ng 1218030 1 8.04 98776 20.0
2-Pentanone, 4-hy... 5.11 7.5 ng 36978 1 8.04 98776 20.0
unknown7 .58 7.58 99.0 ng 488858 1 8.04 98776 20.0
Eicosane 16.36 2.1 ng 33915 4 17.43 326558 20.0
Isoheptadecanol 21.30 5.5 ng 99128 5 21.69 358970 20.0
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