LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084338.D

Acq On : 8 Jan 2016 20:01

Operator : SJ/UM

Sample : H1028-10

Misc :

ALS Vial : 13 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-BF123115.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 4.384 198 201 204 rBV 297684 362109 4_03% 0.528%
2 5.047 256 259 263 rvVB 734732 1112052 12.37% 1.623%
3 5.482 294 297 299 rBV 4974193 4650574 51.74% 6.787%
4 6.510 384 387 389 rBvV 3777527 3380748 37.61%  4.934%
5 6.636 395 398 400 rBV 6995020 7115091 79.16% 10.384%

6.853 415 417 420 rVB 1837770 1544657 17.18% 2.254%
7.013 428 431 433 rVB 6149462 5466502 60.82% 7.978%
7.425 464 467 469 rBV 4820581 4992867 55.55% 7.287%
8.145 527 530 532 rVB 2286325 2157155 24.00% 3.148%
9.219 621 624 627 rBVY 6956985 7933215 88.26% 11.578%

=
QO ~NO®

11 9.893 681 683 686 rVvB 2373746 2290165 25.48% 3.342%
12 10.693 750 753 755 rBV 4856376 5719128 63.63% 8.347%
13 10.956 772 776 782 rVB 62436 115585 1.29% 0.169%
14 11.379 811 813 816 rVB 2788627 2374079 26.41% 3.465%
15 12.968 950 952 955 rVB 6216147 8988517 100.00% 13.118%

16 13.871 1029 1031 1041 rVB 75467 159666 1.78% 0.233%
17 14.020 1041 1044 1046 rBV 1802663 2050999 22.82% 2.993%
18 14.191 1057 1059 1060 rBV 98342 97400 1.08% 0.142%
19 14.797 1110 1112 1115 rVB 81178 94920 1.06% 0.139%
20 15.254 1144 1152 1166 rBV2 1381320 6383343 71.02% 9.316%

21 15.448 1166 1169 1171 rVV 984776 1427526 15.88% 2.083%
22 15.483 1171 1172 1177 rVB 79579 102792 1.14% 0.150%

Sum of corrected areas: 68519090
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084338.D

Acq On : 8 Jan 2016 20:01

Operator : SJ/UM

Sample : H1028-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084338.D

Acq On : 8 Jan 2016 20:01

Operator : SJ/UM

Sample : H1028-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4._.38 4.69 ng 362109 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 78

Abundance Scan 201 (4.384 min): BF084338.D (-198) (-) m/z 55.05 100.00%
55
5000
43 98
34 4.00 4.20 4.40 4.60 4.80
O A9y 6287 7 m/z 83.10  95.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 23 %8 400 420 440 460 4.80
m/z 43.10 39.88%
0 24“\ 3? \‘\ 49M ‘ | 62 67 77 | 92 L
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43 AR RAREE BEREE U
4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 33.42%
29
98
37 49 62 69
S I S SR SRS SIS UL SIS I W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3301: 2-Pentene, 2,4-dimethyl- e
55 83 4.00 420 4.40 4.60 4.80
m/z 39.05 26.02%
5000 41
27 o7 %8
1 e T
S R S SR SRS SIS UL UL I W SR RAREE BN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084338.D

Acq On : 8 Jan 2016 20:01

Operator : SJ/UM

Sample : H1028-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 14.40 ng 1112050 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 259 (5.047 min): BF084338.D (-256) (-) m/z 43.10 100.00%
43
59
5000
T ik 500 520 540
o...,....,....,..?7.','.-...,??4!,...‘??....,??..,...:,|....,. m/z 59.10 60.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 20.59%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 14 .33%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e aamE e
509 4.80 5.00 5.20 5.40
m/z 41.05 8.76%
5000 41
31
| © g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki" "i""l""l'"g?l""l' IEABERAARERAREERAREE L
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\BF010816\
Data File : BF084338.D

Acq On : 8 Jan 2016 20:01

Operator : SJ/UM

Sample : H1028-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 unknown6.64 Concentration Rank 1

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

6.64 92.13 ng 7115090 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 398 (6.636 min): BF084338.D (-395) (-) m/z 132.00 100.00%
5000 68
" 640 6.60 6.80 7.00
0 e m/z 68.10 41.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L I L L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .64%
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
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 27.76%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14069: Xenon ....l..j\..l LI B L
132 6.40 6.60 6.80 7.00
m/z 69.10 17.99%
5000
66
0'"'I""I“u"l""I""I'l" T N SN R R I L R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084338.D

Acq On : 8 Jan 2016 20:01

Operator : SJ/UM

Sample : H1028-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.25 89.43 ng 6383340 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 87
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 87
3 1-Hentetracontanol 593 C41H840 040710-42-7 72
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 68
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 60
Abundance Scan 1152 (15.254 min): BF084338.D (-1144) (-) m/z 57.10 100.00%
57
5000 A
139 2 s ' 15.00 15.20 15.40 15.60
Ot m/z 43.10 56.31%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43
280
5000 LRI UM UL LIS B
15.00 15.20 15.40 15.60
m/z 71.10 51.77%
ol 1L \\“ \\ L ‘\‘ I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
' 15.00 15.20 15.40 15.60
5000 97 m/z 55.10 40.54%
27
o 139 196 238 dﬁﬁ~’/\ﬁf~N///\\x\\yf\__vﬂfv
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 |
Abundance #172384: 1-Hentetracontanol A BT B S
57 15.00 15.20 15.40 15.60
m/z 97.10 39.82%
97
5000
18 39
o l , 181 223 278 320 362 404 446 488518 572
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084338.D

Acq On : 8 Jan 2016 20:01

Operator : SJ/UM

Sample : H1028-10

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
3-Penten-2-one, 4... 4.38 4.7 ng 362109 1 6.85 1544660 20.0
2-Pentanone, 4-hy... 5.05 14.4 ng 1112050 1 6.85 1544660 20.0
unknown6 .64 6.64 92.1 ng 7115090 1 6.85 1544660 20.0
Cyclohexadecane, ... 15.25 89.4 ng 6383340 6 15.45 1427530 20.0
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