LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089584.D

Aca On : 4 Aug 2016 11:01

Operator : UM/SJ

Sample : H4321-01

Misc :

ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF080316.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 4.684 268 271 286 rVB 86171 192809 19.72% 2.560%
2 5.359 328 330 355 rBV 349532 792182 81.02% 10.517%
3 6.993 471 473 481 rBV 412877 761822 77.91% 10.114%
4 7.107 481 483 510 rvVv 563114 977809 100.00% 12.982%
5 7.462 512 514 530 rVvVv 126919 223721 22.88% 2.970%
6 7.702 532 535 552 rvwV 395439 669153 68.43% 8.884%
7 8.365 591 593 608 rBV 279875 491508 50.27% 6.525%
8 9.485 689 691 713 rBV 196592 312021 31.91% 4.143%
9 11.268 844 847 870 rBV 674608 866356 88.60% 11.502%
10 11.954 905 907 916 rBV 90957 123191 12.60% 1.636%
11 12.308 936 938 942 rBV 216786 322274 32.96% 4_.279%
12 13.165 1011 1013 1016 rBB 9109 13040 1.33% 0.173%
13 13.600 1049 1051 1060 rBvV 292744 396909 40.59% 5.270%
14 13.942 1079 1081 1088 rBB 14146 22659 2.32% 0.301%
15 14.708 1146 1148 1156 rVB 163851 232874 23.82% 3.092%
16 16.514 1304 1306 1312 rBB 18445 23311 2.38% 0.309%
17 16.811 1330 1332 1339 rBB 27033 34164 3.49% 0.454%
18 17.063 1352 1354 1359 rBvV 366001 433185 44.30% 5.751%
19 18.331 1463 1465 1469 rBvV 13603 26933 2.75% 0.358%
20 18.400 1469 1471 1477 rBV 171355 239274 24_.47% 3.177%
21 19.554 1570 1572 1576 rVB 9650 14354 1.47% 0.191%
22 19.669 1579 1582 1589 rVB 14531 35246 3.60% 0.468%
23 19.852 1595 1598 1600 rBV 24734 30144 3.08% 0.400%
24 19.954 1605 1607 1610 rBV 9798 12183 1.25% 0.162%
25 20.012 1610 1612 1614 rVV 12719 20395 2.09% 0.271%
26 20.069 1614 1617 1626 rVB 146433 248512 25.42% 3.299%
27 20.595 1660 1663 1669 rVB3 6446 16153 1.65% 0.214%

Sum of corrected areas: 7532182
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF080316\

BF089584.D

4 Aug 2016 11:01

UM/SsJ

H4321-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089584.D

Aca On : 4 Aug 2016 11:01

Operator : UM/SJ

Sample : H4321-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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.

4.68 17.24 ng 192809 1,4-Dichlorobenzene-d4 7.46
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 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 271 (4.684 min): BF089584.D (-268) (-) m/z 43.10 100.00%
43
59
5000
101 e R
| 83 440 4.60 4.80 5.00
"W”'W””I””W'”PJ'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.10 63.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- [\\
43
5000 LRI I LI I I
59 440 460 4.80 5.00
m/z 101.10 23.72%
31 101
”'P'”P'”m““““'W“‘W'“W'“'ﬁi'ga'“'“v'”l””l“'w“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 5.00
5000 m/z 58.10 16.72%
101
15 58
28 69 84
wﬁm‘mﬁwwmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e
59 4.40 4.60 4.80 5.00
m/z 41.10 10.09%
5000 41
68
”'I'“'I”"I”'Jhk'?g“lu"'W"”I"”I'”'I”"I”"P%?§P"%4?”I R R IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089584.D

Aca On : 4 Aug 2016 11:01

Operator : UM/SJ

Sample : H4321-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown7.11 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
711 s7.41ng 977809  1,4-Dichlorobenzene-d4 7.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 483 (7.107 min): BF089584.D (-481) (-) m/z 132.00 100.00%
5000 68 &
40 oy 7 g7 9|6 5 J 6.80 7.00 7.20 7.40
gL e e m/z 68.10 47.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 31.31%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 66.10 29.72%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 18.92%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089584.D

Aca On : 4 Aug 2016 11:01

Operator : UM/SJ

Sample : H4321-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.33 2.25 ng 26933 Chrysene-di12 18.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 86
Abundance Scan 1465 (18.331 min): BF089584.D (-1463) (-) m/z 57.10 100.00%
87
8000 83
6000
111
4000 ‘ | 18.00 18.20 18.40 18.60
——e ey m/z 43.10 93.92%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
18.00 18.20 18.40 18.60
29 125 m/z 55.10 92 .59%
g “ ‘\ JL ‘\ | 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
83
18.00 18.20 18.40 18.60
5000 111 m/z 69.10 77 .76%
29 169
140 196,15 241 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #197885: Trichloroacetic acid, pentadecy! ester
3 18.00 18.20 18.40 18.60
83 m/z 83.10 75.48%
5000
111
‘ {139 182 210
m/z--> 150 200 250 300 350 ' 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089584.D

Aca On : 4 Aug 2016 11:01

Operator : UM/SJ

Sample : H4321-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.85 2.43 ng 30144 Perylene-d12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Heptadecane 240 C17H36 000629-78-7 80
3 Heptacosane 380 C27H56 000593-49-7 78
4 Octadecane 254 C18H38 000593-45-3 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 1598 (19.852 min): BF089584.D (-1595) (-) m/z 57.10 100.00%
57
85
5000
mo "' 10.60 19.80 20.00 20.20

i At m/z 71.10 71.29%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

%

5000 85 e e B
19. 60 19. 80 20 00 20. 20

m/z 85.10 61.70%

113
Ll 177 141 169 197 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350
Abundance

LN

[{e)
o1 S
N

85 19.60 19.80 20.00 20.20
5000 m/z 43.10 57.17%
29
13 941 160 197 240
e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane AR RREES S
57 19.60 19.80 20.00 20.20
m/z 55.10 26.90%
5000
85
29
. (118 141 169 197 225 253 281 323 351 380
e A = S
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080316\
Data File : BF089584.D

Acq On : 4 Aug 2016 11:01

Operator : UM/SJ

Sample - H4321-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.68 17.2 ng 192809 1 7.46 223721 20.0
unknown7 .11 7.11 87.4 ng 977809 1 7.46 223721 20.0
Trifluoroacetoxy ... 18.33 2.3 ng 26933 5 18.40 239274 20.0
Hexacosane 19.85 2.4 ng 30144 6 20.07 248512 20.0
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