LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022400.D

Aca On : 17 Jun 2016 23:14

Operator : UM/SJ

Sample - H3591-01

Misc :

ALS Vial : 13 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 2.870 3 5 26 rvB 379398 506726 53.32% 8.140%
2 5.102 380 385 395 rVB 11708 22900 2.41% 0.368%
3 5.602 464 470 483 rBV 178143 355237 37.38% 5.707%
4 7.235 739 748 762 rBV 180460 397020 41.77% 6.378%
5 7.582 800 807 821 rBV 214872 427746 45.01% 6.872%

8.046 879 886 897 rBvV 51993 105668 11.12% 1.698%
8.369 933 941 953 rBV 168347 341806 35.96% 5.491%
9.221 1077 1086 1102 rBV 94695 228442 24 .04% 3.670%
68577 166274 17.49% 2.671%
13.304 1773 1781 1802 rBV 361490 669099 70.40% 10.749%
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11 14.133 1916 1922 1934 rBV 73206 137385 14.46% 2.207%
12 14.685 2009 2016 2030 rBV2 147867 286892 30.19% 4._.609%

13 15.496 2150 2154 2160 rVB2 16154 21905 2.30% 0.352%
14 15.901 2214 2223 2228 rBV4 6414 14463 1.52% 0.232%
15 16.172 2264 2269 2279 rBV 250834 466114 49.04% 7.488%
16 16.360 2296 2301 2310 rBV 19525 37688 3.97% 0.605%
17 17.153 2430 2436 2440 rBV3 10712 17509 1.84% 0.281%

18 17.429 2476 2483 2499 rBV 180726 341971 35.98% 5.494%
19 20.026 2918 2925 2939 rBV 595604 950421 100.00% 15.268%
20 21.307 3137 3143 3155 rBV9 18387 45634 4._.80% 0.733%

21 21.695 3202 3209 3222 rBV 154288 353604 37.20% 5.681%
22 23.316 3481 3485 3493 rVB5 10238 22598 2.38% 0.363%
23 24.938 3749 3761 3773 rBV2 87330 307663 32.37% 4.943%

Sum of corrected areas: 6224765
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022400.D

Aca On 17 Jun 2016 23:14

Operator : UM/SJ

Sample : H3591-01

Misc :

ALS Vial : 13 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: BG022400.D

500000
4000004.87

300000

7.58
200000 5.60 7.23 8.37

8.05
5 10

e R R A R Al R o = REUEIREERE R

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: BG022400.D
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Abundance TIC: BG022400.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022400.D

Aca On : 17 Jun 2016 23:14

Operator : UM/SJ

Sample - H3591-01

Misc :

ALS Vial : 13 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 unknown5.10 Concentration Rank 4

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

5.10 4.33 ng 22900 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 38
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Propanone. l1l-cvclopropvl- 98 C6H100 004160-75-2 7
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 385 (5.102 min): BG022400.D (-380) (-) m/z 43.00 100.00%
48
59
5000
101
| e | 86 ‘ 480 500 520 540
O R T B e O T m/z 59.00 65.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
29 59
5000 AR S R LR AR
4.80 5.00 5.20 5.40
73 101 m/z 100.90 30.27%
| | 37‘\ 1 ! ‘ 8§
e S U S S I UL I SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 19.82%
59
o 21 g7 53 67 77 83 o1 %
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 5-Hexen-2-one
43 4.80 5.00 5.20 5.40
m/z 41.00 10.82%
5000
55
o 1 |, 37, 49 | 3 7177 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022400.D

Aca On : 17 Jun 2016 23:14

Operator : UM/SJ

Sample - H3591-01

Misc :

ALS Vial : 13 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 unknown7.58 Concentration Rank 2

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

7.58 80.96 ng 427746 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 807 (7.582 min): BG022400.D (-800) (-) m/z 131.90 100.00%
5000 {
68
96
42 54 7.20 7.40 7.60 7.80 8.00
o 8 | 1S || M/Z  68.00  35.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
31 51 78 m/z 133.90 30.73%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 20.55%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
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 13.09%
5000 og M°
ob ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?,
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 : BG022400.D

Aca On : 17 Jun 2016 23:14

Operator : UM/SJ

Sample - H3591-01

Misc :

ALS Vial : 13 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 2.20 ng 37688 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 2301 (16.360 min): BG022400.D (-2296) (-) m/z 57.00 100.00%
57
43 71
5000 85
I 16,00 16,20 16.40 1660
o} m/z 71.00 53.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000
85 16.00 16.20 16.40 16.60
m/z 43.00 53.17%
. ‘ L 4 ) % 1}3127141155169 282
m/z--> ﬁo 46 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57
43
71 16.00 16.20 16.40 16.60
5000 g5 m/z 85.00 41 .76%
29 9

9
113127141155169183 212

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
57 16.00 16.20 16.40 16.60
ol m/z 41.00 22.05%
5000 85
29 9%
113
ot Ll b Ly eessieosney 226
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BG022400.D

Aca On : 17 Jun 2016 23:14

Operator : UM/SJ

Sample - H3591-01

Misc :

ALS Vial : 13 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 Bromoacetic acid, hexadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.31 2.58 ng 45634 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 83
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 80
Abundance Scan 3144 (21.313 min): BG022400.D (-3137) (-) m/z 83.00 100.00%
55 83
111
5000
147 281
‘|ﬂ%w 21.00 21.20 21.40 21.60
O L e | m/z 55.00 89.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #145521: Bromoacetic acid, hexadecy! ester
43
69
97
5000
21.00 21.20 21.40 21.60
T m/z 56.95 86.16%
o -W.‘ \“HH \H\ #53 e e
m/z--> 50 200 250 300 350 400 450
Abundance
43
21.00 21.20 21.40 21.60
5000 83 m/z 97.00 78 .48%
111
o 139167 196 224 267292 321 462 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57 83 21.00 21.20 21.40 21.60
m/z 69.00 78.40%
5000 111
29
ol L LR E ) 139168 210238 566 205
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022400.D

Acq On : 17 Jun 2016 23:14

Operator : UM/SJ

Sample - H3591-01

Misc :

ALS Vial : 13 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]
unknown5.10 5.10 4.3 ng 22900 1 8.05 105668 20.0
unknown7 .58 7.58 81.0 ng 427746 1 8.05 105668 20.0
Eicosane 16.36 2.2 ng 37688 4 17.43 341971 20.0
Bromoacetic acid,... 21.31 2.6 ng 45634 5 21.69 353604 20.0
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