LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

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-BG050515.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 2.788 13 17 35 rVB 5164285 6726280 100.00% 16.233%
2 2.929 35 41 51 rvv 3589080 6605305 98.20% 15.941%
3 3.005 51 54 59 rvB 239561 313675 4 .66% 0.757%
4 4.926 375 381 390 rVB 184926 266321 3.96% 0.643%
5 5.385 452 459 469 rBVY 1361136 1931389 28.71% 4.661%

6.971 721 729 738 rBV 1414929 2293339 34.10% 5.535%
7.335 784 791 801 rBV 1334933 2104936 31.29% 5.080%
7.805 864 871 878 rBvV 308326 497633 7.40% 1.201%
8.123 918 925 932 rBV 887424 1428185 21.23% 3.447%
8.963 1058 1068 1076 rBV 820172 1322862 19.67% 3.193%

=
QO ~NO®

11 10.596 1340 1346 1354 rVB 418208 706346 10.50% 1.705%
12 11.912 1563 1570 1577 rBV 92379 147227 2.19% 0.355%
13 13.070 1760 1767 1773 rBV 1963874 2974757 44 .23% 7.179%
14 13.898 1902 1908 1915 rBV 133570 193023 2.87% 0.466%
15 14.445 1995 2001 2008 rVvB2 677088 1006422 14.96% 2.429%

16 15.802 2225 2232 2238 rBV 427777 568511 8.45% 1.372%
17 15.931 2246 2254 2265 rBV 1721847 2507134 37.27% 6.051%
18 17.189 2462 2468 2475 rBV 934636 1296168 19.27% 3.128%
19 18.087 2615 2621 2630 rBv2 179335 281992 4._.19% 0.681%
20 19.368 2835 2839 2843 rBV3 92595 114794 1.71% 0.277%

21 19.815 2909 2915 2922 rBV 3759860 4816925 71.61% 11.625%
22 21.084 3127 3131 3137 rBV 368441 435706 6.48% 1.052%

23 21.366 3173 3179 3185 rBV 1233842 1478969 21.99% 3.569%
24 23.669 3564 3571 3583 rVB2 732712 1417520 21.07% 3.421%

Sum of corrected areas: 41435419
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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 G\DATA\BG050515\

BG016873.D

5 May 2015 19:41

TP/1Z

G2117-02

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

500000012

79

4000000

3000000

2000000

1000000

3.01

g

TIC: BG016873.D

2.93

5.38 6.97 734

8.12 8.96

10.60
4.93 7.81

Oy

Time-->

3.00

I I I
9.50 10.00 10.5

0 11.00

4.00 450 5.00

550 6.00 650 7.00 7.0

8.00 850 9.00

3.50

Abundance
5000000

4000000

3000000

2000000

1000000

11,;

TIC: BG016873.D

19.81

13.07
15.93

17.19

14.44
15.

13.90 18.09

91 19‘.\37

0

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BG016873.D

21.37
23.67
21.08

0
Time-->

21.00 21.50 22.00 22.50 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\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown2.79 Concentration Rank 1

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

2.79 270.33 ng 6726280 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 38
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 28
3 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 12
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 17 (2.788 min): BG016873.D (-13) (-) m/z 73.10 100.00%

(&
43
5000 89

2.80 2.90 3.00 3.10 3.20

Obrrrrrrrrrre e B8 b 134153 182 207 281 hzo 43,00 71.39%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester
43
71
5000 89

2.80 2.90 3.00 3.10 3.20
m/z 89.00 40.02%

27‘
|

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

?

Abundance
73
43 2.80 2.90 3.00 3.10 3.20
5000 . m/z 41.00 16.37%
89
58 104
WTWTWWWWWW
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7939: 2-Butanone, 3-methoxy-3-methyl-
73 2.80 2.90 3.00 3.10 3.20
m/z 45.00 13.10%
43
5000
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.80 2.90 300 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.01 12.61 ng 313675 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 9

Abundance Scan 55 (3.011 min): BG016873.D (-51) (-) m/z 73.00 100.00%
3
5000 43 /k\_
87 I|IIIIIIIIIIII|II
280 3.00 320 3.40
...,....,.'..L??..-'.,'.-...,....,.?.3?,.1.“??,.... 2828l Tn/z 43.10  42.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 280 3.00 320 3.40
87 m/z 87.00 25.00%
2 ko]
|“|H|“|||| JRESJ SRRSS SRRAY SR RSN SARSN BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
41 g 87 280 3.00 320 3.40
5000 m/z 55.00 20.54%
27

mﬁmﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #1968: Silane, tetramethyl-

73 280 3.00 320 3.40
m/z 45.00 12_.52%
5000
45
2 || 59 | 88

T T T T e T L B o L B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.93 10.70 ng 266321 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 30
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 28
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 25
5 2-Propanol, 1,1"-[(1-methyl-1,2-___. 192 C9H2004 001638-16-0 25

Abundance Scan 382 (4.932 min): BG016873.D (-375) (-) m/z 43.00 100.00%
43
59
5000
10 4.60 480 500 520
et 88138 am 03 2 | AT eg 60 62,530
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LA UL
59 460 480 500 520
m/z 101.00 16.80%
15 4 101
83
\m ‘ N
m/z--> 20 4b éo 80 160 120 140 160 180 200 220
Abundance
43
4.60 480 500 520
5000 m/z 57.95 13.91%
101
15 31 %8 70 86
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7867: 4-Hydroxy-3-hexanone e e Y T PR ]
59 4.60 4.80 500 5.20
m/z 40.95 9.76%
31
5000
3 || 73 87 99 116
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown7.34 Concentration Rank 3

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

7.34 84 .60 ng 2104940 1,4-Dichlorobenzene-d4 7.81
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 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 792 (7.341 min): BG016873.D (-784) (-) m/z 132.00 100.00%
132
5000 68
40 96 AN SRR RS BAREE LR
7.00 7.20 7.40 7.60
bl 1158 106 236 408 m/z 68.00 44.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R AR SR RS
7.00 7.20 7.40 7.60
31 m/z 134.00 33.40%
"Jwﬁ'hk'l""l""l"" LRI DALY SRR A
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 132
700 7.20 7.40 7.60
5000 98 m/z 66.00 32.40%
158 189
m/z--> 50 100 150 200 250 300 350 400
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R e
132 7.00 7.20 7.40 7.60
m/z 69.00 19.59%
5000

T
m/z--> 50 100 150 200 250 300

T
350 400 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 8 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.80 11.30 ng 568511 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Methanone. phenvl-2-pvridinvl- 183 C12H9NO 000091-02-1 78
3 Azobenzene 182 C12H10N2 000103-33-3 64
4 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 50
5 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 50
Abundance Scan 2232 (15.802 min): BG016873.D (-2225) (-) m/z 105.00 100.00%
105
77
5000 182
51
152 15.40 15.60 15.80 16.00 16.20
Ol fprit 1 126 727y 207 208 888 Tz 77.00 0 72.37%
m/z--> 50 100 150 200 250 300 350
Abundance #44107: Benzophenone
105
77
5000 82 LRI A DAL N B
51 1 15.40 15.60 15.80 16.00 16.20
m/z 182.00 51.96%
27 | i 126 152 il
m/z--> 50 100 150 200 250 300 350
Abundance
77 105 155
183 LRI A SRR ML B
15.40 15.60 15.80 16.00 16.20
5000 m/z 51.00 34 .55%
51
27 127
m/z--> " 50 100 150 200 250 300 350
Abundance #43985: Azobenzene T T P
77 15.40 15.60 15.80 16.00 16.20
m/z 49.95 9.94%
5000
1 182
105
28 | .| 128 192 | .
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.09 4_.35 ng 281992 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 47
Abundance Scan 2621 (18.087 min): BG016873.D (-2615) (-) m/z 43.05 100.00%
0 ML
17.80 18.00 18.20 18140
m/z 72.95 83.77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 17.80 18.00 18.20 18.40
98 213 m/z 60.00 82.19%
VMl
I‘IHI\ J“‘:“hl“u‘““u“ﬁ|‘|\||‘|‘|“||‘|‘|||‘||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43 17.80 18.00 18.20 18.40
5000 m/z 41.10 63.77%
129
185 228
%8 157
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #37191: n-Decanoic acid Ll
6 17.80 18.00 18.20 18.40
m/z 57.00 62 .45%
5000 - 129
87 172
JHTN'”H'ﬂ'w"'w""w"'w"'|”"|”"|' I BN SN SULRN B
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016873.D

Aca On : 5 May 2015 19:41

Operator : TP/1Z

Sample : 62117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.08 5.89 ng 435706 Chrysene-di12 21.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 99
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
5 Cycloeicosane 280 C20H40 000296-56-0 98
Abundance Scan 3130 (21.078 min): BG016873.D (-3127) (-) m/z 43.05 100.00%
43
69 g7
5000 l
153 10207 mmmmmmmm
,-...‘.,..L.,..l?? 22280 ST 4S8 488 Tn/z 57.05  91.18%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
97
5000
29 20.80 21.00 21.20 21.40
m/z 55.10 87.28%
st
] .“-“- ;\H,M‘I Ll AoSwy 88
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
69 R R et
97 280 20.80 21.00 21.20 21.40
5000 m/z 69.00 68.31%
125 251
153 181 209
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)- L e
57 20. 80 21. 00 21 20 21. 40
83 m/z 82.95 67 .90%
5000
29 111
J J ‘ J 139167 196 224 252 280
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo ' 2080 2100 2120 2140
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016873.D

Acq On : 5 May 2015 19:41

Operator : TP/1Z

Sample : G2117-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
unknown2 .79 2.79 270.3 ng 6726280 1 7.81 497633 20.0
Butane, 2-methoxy... 3.01 12.6 ng 313675 1 7.81 497633 20.0
2-Pentanone, 4-hy... 4.93 10.7 ng 266321 1 7.81 497633 20.0
unknown? .34 7.34 84.6 ng 2104940 1 7.81 497633 20.0
Benzophenone 15.80 11.3 ng 568511 3 14.44 1006420 20.0
n-Hexadecanoic acid 18.09 4.3 ng 281992 4 17.19 1296170 20.0
1-Docosene 21.08 5.9 ng 435706 5 21.37 1478970 20.0
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