LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 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_F\METHODS\8270-BF061715_.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 5.533 212 214 217 rBV 299026 324794 19.94% 2.385%
2 5.933 247 249 251 rBV 1519919 1300999 79.86% 9.554%
3 6.333 281 284 286 rBvY 27650 23929 1.47% 0.176%
4 6.550 301 303 312 rVvB 38549 45793 2.81% 0.336%
5 6.927 333 336 338 rBV 1412586 1367925 83.97% 10.046%
6 7.087 348 350 352 rBvV 1712308 1395751 85.68% 10.250%
7 7.327 368 371 373 rVB 215130 279601 17.16% 2.053%
8 7.476 382 384 387 rBVY 772462 928910 57.02% 6.822%
9 7.876 417 419 421 rBV 1027999 819345 50.30% 6.017%
10 8.607 481 483 486 rBvV 284871 366378 22.49% 2.691%
11 9.556 564 566 569 rBV 17978 19876 1.22% 0.146%
12 9.693 575 578 580 rvB 1278852 1365110 83.80% 10.025%
13 10.070 609 611 614 rBV 44327 53448 3.28% 0.393%
14 10.390 636 639 641 rBY 371734 449458 27.59% 3.301%
15 11.088 698 700 702 rvVB 34029 38270 2.35% 0.281%

16 11.179 705 708 710 rBV 1071919 1003260 61.59% 7.368%
17 11.888 768 770 773 rBV 594049 504103 30.95% 3.702%
18 13.579 915 918 920 rBV 1242413 1629022 100.00% 11.963%
19 14.116 963 965 967 rVB 76579 69001 4.24% 0.507%
20 14.631 1008 1010 1017 rBV 110174 193997 11.91% 1.425%

21 14.848 1026 1029 1031 rBV 437162 574587 35.27% 4._.220%

22 15.454 1079 1082 1087 rBv4 32908 62547 3.84% 0.459%
23 16.185 1144 1146 1152 rVB3 7381 21202 1.30% 0.156%
24 16.288 1153 1155 1157 rVvV 13685 17424 1.07% 0.128%
25 16.722 1190 1193 1196 rBV 379118 565841 34.74% 4 ._.155%
26 17.340 1244 1247 1250 rBV3 11820 27913 1.71% 0.205%
27 17.408 1250 1253 1258 rVVvs8 14093 53743 3.30% 0.395%
28 17.534 1262 1264 1267 rVVv4 12983 28263 1.73% 0.208%
29 17.671 1271 1276 1281 rVB6 18608 57639 3.54% 0.423%
30 18.025 1305 1307 1311 rVB 12258 28625 1.76% 0.210%
Sum of corrected areas: 13616754
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080123.D
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Abundance TIC: BF080123.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.53 23.23 ng 324794 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 214 (5.533 min): BF080123.D (-212) (-) m/z 43.10 100.00%
a3
59
5000
101 AR AR R U R
5.20 5.40 5.60 5.80
e 3t S s 8s | 7T 59,16 53.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 520 540 560 580
m/z 101.10 15.89%
15 31 101
\ 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580
5000 41 m/z 58.10 14 .57%
31
69 a7
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e R  ma
59 5.20 5.40 5.60 5.80
m/z 41.10 8.46%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 Ethanol, 2-(2-methoxyethoxy)- Concentration Rank 5

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

6.55 3.28 ng 45793 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
3 Hydrazine, (2-methoxyethyl)- 90 C3H10N20 003044-15-3 37
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9
5 Ethyl ether 74 C4H100 000060-29-7 9

Abundance Scan 303 (6.550 min): BF080123.D (-301) (-) m/z 45.10 100.00%
45
5000 59
| 75 0 620 640 660 680
et e e b e e || M7z 59.10 44 55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8974: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59 "|""|""|""|"A'|'
6.20 6.40 6.60 6.80
8l e D m/z 58.10 23.72%
18 ‘\“ 39, | | | 102 121
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45
620 640 660 6.80
5000 5o m/z 90.10 14 .32%
31 2
25 3 53 67 85 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2203: Hydrazine, (2-methoxyethyl)- B R
45 6.20 6.40 6.60 6.80
m/z 89.10 14 .20%
5000
90
'|""|"'1$%"'|”"'|"??l"'g?""l'"'l""l""l""l""l L S P R L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknown7.09 Concentration Rank 1

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

7.09 99.84 ng 1395750 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 350 (7.087 min): BF080123.D (-348) (-) m/z 132.10 100.00%
132
5000 68
asall® o Tw o ToB T 7k T
..,....,....,...:,“.'..:,:! e M T | m/z 68.10 42.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 HRDA A L AL L
6.80 7.00 7.20 7.40
78 m/z 134.10 32.26%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 26.92%
104
66
14 27 37 4451 5 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R ./.\. e
132 6.80 7.00 7.20 7.40
m/z 69.10 16.79%
117
5000
39 91
51
27 105
..,”..,.”M,..”hu..4th?ﬁ.lt.“..h,§4.‘:.%ﬁ.ﬂ. T ;%q“t"" HR R L UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 5 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.63 6.75 ng 193997 Chrysene-di12 14.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 87
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 83
Abundance Scan 1010 (14.631 min): BF080123.D (-1008) (-) m/z 57.10 100.00%
43 87 83
97
5000
1440 14.60 14.80 15.00
e m/z 55.10 96.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 IR LU BN LR B
14.40 14.60 14.80 15.00
195 m/z 43.10 88 .55%
139153167181196 224

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

43 57 83 97

:

111 14.40 14.60 14.80 15.00
5000 m/z 83.10 84 .05%

125

29
15 139154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-

14.40 14.60 14.80 15.00
m/z 97.10 79.21%

97
5000

125
139153167182196210224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknownl5.45 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.45 2.18 ng 62547 Chrysene-di12 14.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid, heptadecyl e... 509 C34H6802 036617-50-2 11
2 1-Octadecanol 270 C18H380 000112-92-5 10
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 10
4 Chloromethyldimethylisopropoxysi... 166 C6H15CIOSi 018171-11-4 10
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 10
Abundance Scan 1082 (15.454 min): BF080123.D (-1079) (-) m/z 57.10 100.00%
g7 129
5000 E5
397
185 e
L | - 15.20 15.40 15.60 15.80
el R B o o ot e m/z 75.00 92.23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #169189: Heptadecanoic acid, heptadecy! ester
57
5000 83 ----u----u---A ﬁ....,AA.
15.20 15.40 15.60 15.80
111 m/z 129.00 85.79%
| ‘M‘ | | 139 170 p10238 2T 508
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
1520 15.40 15.60 15.80
5000 111 m/z 55.10 82.92%
29
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #148859: Trichloroacetic acid, pentadecy! ester A BT B S
4 15.20 15.40 15.60 15.80
83 m/z 43.10 73.69%
5000
139 182210
m/z--> 50 100 150 200 250 300 350 400 450 500 15,20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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 unknownl7.67 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.67 2.04 ng 57639 Perylene-di12 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-(2,6,6-Trimethylcyclohex-1-eny... 222 C14H2202 1000185-64-1 22
2 1H-Indole-2,3-dione, 7-isobutyl- 203 C12H13NO2 057817-02-4 14
3 Methanol, 1-[2-[4-(1-methylethyl... 281 C14H19NO5 1000271-97-1 10
4 di-Xylitol, cyclic 2,3-(phenylbo... 238 C11H15B05 074793-46-7 10

5 p-Trifluoromethoxybenzamide 205 C8HB6F3NO2 000456-71-3 9
Abundance Scan 1276 (17.671 min): BF080123.D (-1271) (-) m/z 147.10 100.00%
147
43 189
121 341
5000 (A 07 265
65 S —
2B3 17.40 17.60 17.80 18.00
m/z 43.10 78.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #70847: 2-(2,6,6-Trimethylcyclohex-1-enyl)cyclopropanecarb...
147
107
5000 207 LA L L L L LN
M 175 17.40 17.60 17.80 18.00
79 3 m/z 189.10 70.83%
9 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
147
17.40 17.60 17.80 18.00
5000 m/z 134.10 63.16%
77 105 203
51
130 175
mﬁm‘wﬁwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106680: Methanol, 1-[2-[4-(1-methylethyl)phenyl]-4-nitro-...
147 17.40 17.60 17.80 18.00
105 m/z 341.10 59.46%
280
,”.ﬂk”§9.”Lmkwu“Juna .L..”.%?%zﬂ?..“v..“ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062215\
Data File : BF080123.D

Acq On : 23 Jun 2015 7:15

Operator : TP/1Z

Sample : G2716-11

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715_.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]
2-Pentanone, 4-hy... 5.53 23.2 ng 324794 1 7.33 279601 20.0
Ethanol, 2-(2-met... 6.55 3.3 ng 45793 1 7.33 279601 20.0
unknown?7 .09 7.09 99.8 ng 1395750 1 7.33 279601 20.0
Trichloroacetic a... 14.63 6.8 ng 193997 5 14.85 574587 20.0
unknown15.45 15.45 2.2 ng 62547 5 14.85 574587 20.0
unknownl7 .67 17 .67 2.0 ng 57639 6 16.72 565841 20.0
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