LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG040615.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 height area % max. total
1 2.751 6 11 21 rvw 103425 186137 5.17% 0.856%
2 2.834 21 25 30 rvB 97142 129609 3.60% 0.596%
3 4.773 349 355 363 rvB 157531 212682 5.90% 0.978%
4 5.249 430 436 447 rBV 1252802 1770484 49.15% 8.144%
5 6.847 701 708 724 rBV 1224636 1925703 53.46% 8.858%

7.193 760 767 779 rBV 1249333 1968866 54.65% 9.057%
7.657 838 846 853 rBV 258145 389905 10.82% 1.794%
903414 1410010 39.14% 6.486%
8.815 1036 1043 1055 rBvV 710907 1137381 31.57% 5.232%
10.442 1313 1320 1329 rBV 351972 569465 15.81% 2.619%
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11 12.922 1735 1742 1751 rBV 1745356 2566745 71.25% 11.807%
12 13.762 1878 1885 1893 rBV 63244 91793 2.55% 0.422%
13 14.303 1970 1977 1986 rBV2 498120 749025 20.79% 3.445%
14 15.795 2223 2231 2243 rBV 1140314 1637782 45.46% 7.534%
15 16.012 2263 2268 2277 rBV2 22826 41940 1.16% 0.193%

16 17.041 2437 2443 2453 rBV2 651565 925509 25.69% 4._.257%
17 17.945 2592 2597 2605 rBV2 66255 113377 3.15% 0.522%
18 19.232 2810 2816 2828 rBV4 20728 56283 1.56% 0.259%
19 19.673 2885 2891 2899 rBV 2750992 3602400 100.00% 16.571%
20 20.936 3102 3106 3116 rBV 128256 201072 5.58% 0.925%

21 21.224 3150 3155 3166 rBV 820885 1036889 28.78% 4_770%
22 23.457 3528 3535 3547 rBV2 540923 1016641 28.22% 4.676%

Sum of corrected areas: 21739698
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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: BG016496.D
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1500000
5.25 6.85 7.19

1000000 7.97
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500000
766 10.44

P83 4.77 A
OA'&'“l""l""l""l T
Time--> 300 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50
Abundance TIC: BG016496.D
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10.00 10.50 11.00

19,67
2500000

2000000
12.92
1500000
15.80
1000000
17.04

500000 14.30
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Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BG016496.D

2500000

2000000

1500000

1000000 21.22

23.46
500000
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Time--> 21.00 2150 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\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.83 6.65 ng 129609 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 24 (2.828 min): BG016496.D (-21) (-) m/z 73.10 100.00%
3
5000
43 55 87
| | 207 2.80 2.90 3.00 3.10 3.20
e m/z 43.10 26.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 AR IUNRIN IR AR UL AR
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.05 23.54%
2
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 20.42%
45
29
55 101
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.65%
5000 43
58
29 ‘ 87
N I A
m/z--> 20 40 60 80 100 120 140 160 180 200 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.77 10.91 ng 212682 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 355 (4.773 min): BG016496.D (-349) (-) m/z 43.10 100.00%
43
59
5000
101
| s e 440 460 480 500 520
e e | R e e e o e m/z 59.10 67.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR UL R
440 4.60 4.80 5.00 5.20
59 101 m/z 101.10 32.55%
T '|'ZZ“ T ,?Q T F?'QZ'W"' LA DAL DAL DAL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
440 460 480 500 520
5000 m/z 58.10 19.73%
31 45 103
15 73 8 115 133 147 177
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41632: 2,5,8,11-Tetraoxadodecane e A RAREEEE R
59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.48Y%
5000
“ ‘\ ‘ 73 89 10 119 133
m/z--> 20 40 6|O 80 1(')0 120 140 160 180 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.19 Concentration Rank 1

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

7.19 100.99 ng 1968870 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 766 (7.187 min): BG016496.D (-760) (-) m/z 132.00 100.00%
5000 68
96 E0 700 750 70 7 80
40 54 J 6.80 7.00 7.20 7.40 7.60
T :|-.|.7.7, &7 | Weus W m/z 68.10 37.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SN LS L L
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 32.40%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 22.86%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl P e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .30%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. L VS & G
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.95 2.45 ng 113377 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 2598 (17.951 min): BG016496.D (-2592) (-) m/z 73.10 100.00%

60 1B
43
5000 129
213 256
157171
185 199

143 297 17.60 17.80 18.00 18.20
m/z 60.10 83.94%

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

Abundance #92226: n-Hexadecanoic acid
43 o 73
5000 29
17.60 17.80 18.00 18.20
8 oy 11012 \ia - m/z 43.10 71.47%
Ll ‘n 1y 143157171185 199 '~ 227239
“.”,..w...
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
T A ERREEEEEE RS
17.60 17.80 18.00 18.20
5000 129 m/z 57.10 64.41%
87 242
143 199
101115 157171185
[ T T e [ e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
43 60 78 17.60 17.80 18.00 18.20
m/z 55.05 56.49%
5000
29
129 171 214
185
W L m\\hh 1 ‘ 143157 197 |
EEREEEE EE S |“"v'“|“"w'“|“"w'“ R S R R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutanoic acid, h... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.94 3.88 ng 201072 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 1-Octadecanol 270 C18H380 000112-92-5 93
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 90
Abundance Scan 3107 (20.942 min): BG016496.D (-3102) (-) m/z 57.10 100.00%

7 8

5000

5

20.60 20.80 21.00 21.20
m/z 83.10 90.71%

140154168183 211 267281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43

83

-

5000
20.60 20.80 21.00 21.20

m/z 97.05 77 .54%

Ll 106210 23 565 283
SIS

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

43 57 83
97

-

20.60 20.80 21.00 21.20
5000 111 m/z 69.10 74 .95%

29
126140154168182 210 238250066 295

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

5

Abundance #100814: 1-Octadecanol S T e e e
55 69 83 20.60 20.80 21.00 21.20
4 97 m/z 55.10 74 .09%
5000
2% 139153 224 252
b 167182 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041715\
Data File : BG016496.D

Acq On : 17 Apr 2015 19:52

Operator : TP/1Z

Sample - G1868-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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]
Butane, 2-methoxy... 2.83 6.7 ng 129609 1 7.66 389905 20.0
2-Pentanone, 4-hy... 4.77 10.9 ng 212682 1 7.66 389905 20.0
unknown7 .19 7.19 101.0 ng 1968870 1 7.66 389905 20.0
n-Hexadecanoic acid 17.95 2.5 ng 113377 4 17.04 925509 20.0
Heptafluorobutano... 20.94 3.9 ng 201072 5 21.22 1036890 20.0
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