LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079094.D

Aca On : 9 May 2015 21:50

Operator : TP/1Z

Sample : 62087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.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 1.495 24 27 29 rvB 5556808 7223415 100.00% 19.019%
2 1.621 34 38 48 rVB 337676 753184 10.43% 1.983%
3 1.747 48 49 52 rBv 544308 718737 9.95% 1.892%
4 1.804 52 54 58 rvB 283341 372045 5.15% 0.980%
5 1.873 58 60 103 rVB 2793636 5660648 78.37% 14.905%
6 5.119 342 344 351 rVB 220936 270985 3.75% 0.714%
7 5.621 385 388 391 rBVY 2177331 2211219 30.61% 5.822%
8 6.879 495 498 500 rBV 2482381 2297139 31.80% 6.048%
9 7.027 509 511 514 rBVY 2239202 2311145 32.00% 6.085%
10 7.313 534 536 539 rBV 402545 501272 6.94% 1.320%
11 7.507 550 553 555 rVB 1966101 1858702 25.73% 4 .894%
12 8.010 594 597 599 rBVY 1653737 1466151 20.30% 3.860%
13 8.890 672 674 677 rBV 660939 710306 9.83% 1.870%
14 10.239 790 792 795 rBVY 3143900 2832152 39.21% 7.457%
15 10.742 834 836 839 rBV 164625 142144 1.97% 0.374%
16 11.073 862 865 867 rBV 784486 813072 11.26% 2.141%
17 12.056 948 951 953 rBV2 1251204 1726807 23.91% 4 _.547%
18 12.914 1024 1026 1029 rBvV 808264 821452 11.37% 2.163%
19 14.914 1198 1201 1204 rBVY 2996234 3041960 42.11% 8.010%
20 16.091 1302 1304 1313 rVB 181489 370456 5.13% 0.975%
21 16.228 1313 1316 1318 rBV 604186 870460 12.05% 2.292%
22 16.937 1376 1378 1384 rVB2 50478 120966 1.67% 0.319%
23 18.034 1471 1474 1477 rVB 606729 884977 12.25% 2.330%

Sum of corrected areas: 37979394
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050815\

BFO79094.D

9 May 2015 21:50

TP/1Z

G2087-04

53 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079094.D

Aca On : 9 May 2015 21:50

Operator : TP/1Z

Sample : 62087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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.

1.50 288.20 ng 7223420 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 27 (1.495 min): BF079094.D (-24) (-) m/z 73.10 100.00%
7B
5000 43
89
- 140 160 180
) L — m/z 43.10 48.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 B L IR L
140 1.60 1.80
a1 89 m/z 89.10 32 .58%
0"W”'W”JH”'H”MW'En”'Wh'W”'W”'W”'W”'W“'W”'W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30 73
140 160 180
5000 m/z 41.05 9.88%
58
44
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
73 140 1.60 1.80
m/z 45.10 7.88%
5000 55
43
o 2735, |, || 65 | 8189 101109 119 129137145
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079094.D

Aca On : 9 May 2015 21:50

Operator : TP/1Z

Sample : 62087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.80 14.84 ng 372045 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 N-EthvIiformamide 73 C3H7NO 000627-45-2 23
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance Scan 54 (1.804 min): BF079094.D (-52) (-) m/z 73.10 100.00%
7B
5000
55 87
41 45 140 160 1.80 2.00 2.20
3 50 | 59 70 |, 83
0W”“P”W”W”“P”W”W“ﬁJHJMW””P”WWW“”ﬂ'Wmﬁ”“PmP”W“ m/z 55.05 28.00%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 RS R SR R L
43 1.40 1.60 1.80 2.00 2.20
55 87 m/z 87.05 24.77%
0 ‘2? 33 39 4650 ‘ 59 6770 o 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
& USRS SRR SRR SR L
1.40 1.60 1.80 2.00 2.20
5000 m/z 41.05 12.05%
44 58
27
1518 40 54
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 140 1.60 1.80 2.00 2.20
m/z 71.10 10.94%
5000 43
58 a7
. 2 |46 55 |
A aad sl A Raadd s ot e bt ket et aAsd AR dad AR AR AR AR B RS R A R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079094.D

Aca On : 9 May 2015 21:50

Operator : TP/1Z

Sample : 62087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.12 10.81 ng 270985 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 344 (5.119 min): BF0O79094.D (-342) (-) m/z 43.10 100.00%
43
59
5000
1 480 5.00 520 540
83 : : : :
0..w..”|.”.|”?%m:.w?%h|.”.|”..“H.w..d|L”.|. m/z 59.10 57.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 T T T T T T T T T T T

480 5.00 5.20 5.40
59 m/z 101.10 18.24%

101
0 ?\7\\ 37\ N 53‘ ‘ 67 7”7 83 91 : ‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
e
57 4.80 500 5.20 5.40
5000 m/z 58.10 16.37%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R ARRREEEEEEE S
59 4.80 5.00 5.20 5.40
m/z 41.10 9.42%
5000
41
N N PR~ 1 PR - N -1 ....J....,. SUMEY NS0 VS MMM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079094.D

Aca On : 9 May 2015 21:50

Operator : TP/1Z

Sample : 62087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7 unknown7.03 Concentration Rank 3

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

7.03 92.21 ng 2311150 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 511 (7.027 min): BF079094.D (-509) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 6.60 6.80 7.00 7.20 7.40
o qrer |wsus o Tn/z 68.10  44.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I AL AL I U
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 32.56%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.60 6.80 7.00 7.20 7.40
5000 og 116 m/z 66.10 27.69%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T Raa B R
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 17.29%
117
5000
29 91
7 1 G e | wl
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— e
m/z--> 20 Jo 60 80 160 120 140 160 180 6.60 6.80 7.00 7.20 7.40

8270-BF043015.M Tue May 12 13:36:19 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079094.D

Aca On : 9 May 2015 21:50

Operator : TP/1Z

Sample : 62087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 9 Bromoacetic acid, octadecyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.09 8.51 ng 370456 Chrysene-di12 16.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 Cvclotridecane 182 C13H26 000295-02-3 93
3 1-Octadecanol 270 C18H380 000112-92-5 91
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
Abundance Scan 1304 (16.091 min): BF079094.D (-1302) (-) m/z 57.10 100.00%

43 97 83

3

5000

125 IIIIIIIIIIIIIIIIIIIIIII
0 139154168182 205 221 15.80 16.00 16.20 16.40

i m/z 55.10 97.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester
43

13}
~

83

97

5000 LA L L L L L LN
15.80 16.00 16.20 16.40
m/z 43.10 94 .68%
o 153167181 208224 250 297
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
M 55
" e
83 15.80 16.00 16.20 16.40
5000 o m/z 83.10 89.35%

111
125140154 189

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100814: 1-Octadecanol RS BE
55 oo 83 15.80 16.00 16.20 16.40

97 m/z 69.10 77.57%

5000

:

140154168182196 224 252

O T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050815\
Data File : BF079094.D

Aca On : 9 May 2015 21:50

Operator : TP/1Z

Sample : 62087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 10 Tetratriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.78 ng 120966 Chrysene-di12 16.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 52
2 Heptadecane 240 C17H36 000629-78-7 50
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 50
4 Docosane 310 C22H46 000629-97-0 50
5 Octacosane 394 C28H58 000630-02-4 50
Abundance Scan 1378 (16.937 min): BF079094.D (-1376) (-) m/z 57.10 100.00%
57
85
5000
123 e
149171 194%% 250, 16.60 16.80 17.00 17.20
Of———ih m/z 71.10 79.91%
m/z—-> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85 AR SR R BRI
1660 1680 1700 17.20
- m/z 85.10 57.90%
0 J‘“} h‘$ H M ‘ 4 ‘1§9 197 225 253 281 311337 367 410435
m/z-> 0 éo 1éo 200 2éo 360 3éo 460
Abundance
57
16,60 16.80 17.00 17.20
5000 85 m/z 43.10 56.86%
o 29 113 141 169 197 240
mz-> 0 50 100 150 200 250 300 350 400
Abundance #147095: Eicosane, 7-hexyl- R R RS S
57 16.60 16.80 17.00 17.20
m/z 55.10 39.60%
5000 85
0 ‘ 113J141‘ 182 211 252 281 308 337
m/z-> 0 % ﬁo @ 2& ﬁo ﬂ)3m ﬁo mmmmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050815\
Data File : BF079094.D

Acq On : 9 May 2015 21:50

Operator : TP/1Z

Sample : G2087-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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... 1.50 288.2 ng 7223420 1 7.32 501272 20.0
Butane, 2-methoxy... 1.80 14.8 ng 372045 1 7.32 501272 20.0
2-Pentanone, 4-hy... 5.12 10.8 ng 270985 1 7.32 501272 20.0
unknown7 .03 7.03 92.2 ng 2311150 1 7.32 501272 20.0
Bromoacetic acid,... 16.09 8.5 ng 370456 5 16.23 870460 20.0
Tetratriacontane 16.94 2.8 ng 120966 5 16.23 870460 20.0
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