LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 4.998 491 495 519 rBVY 244636 457443 14.81% 1.711%
2 5.404 561 564 584 rBV 2065840 2970944 96.20% 11.109%
3 6.428 735 738 756 rBV 2320019 3088326 100.00% 11.548%
4 6.551 756 759 772 rVB 2564373 2887799 93.51% 10.799%
5 6.781 794 798 807 rBV 689509 750655 24.31% 2.807%
6 6.934 820 824 844 rBV 2117961 2195733 71.10% 8.211%
7 7.351 891 895 914 rBV 1729654 1949741 63.13% 7.291%
8 7.504 918 921 928 rVB 26953 32008 1.04% 0.120%
9 8.063 1012 1016 1038 rVB 897466 989254 32.03% 3.699%
10 8.622 1107 1111 1120 rBV 236939 244228 7.91% 0.913%

11 9.133 1194 1198 1207 rBV 3076731 2732736 88.49% 10.219%
12 9.533 1262 1266 1271 rBV 443516 416851 13.50% 1.559%
13 9.816 1310 1314 1324 rVB 1088730 948064 30.70% 3.545%
14 10.527 1432 1435 1443 rVB 1022227 823459 26.66% 3.079%
15 10.616 1446 1450 1462 rBV 1283402 1377149 44 .59% 5.150%

16 11.310 1564 1568 1577 rBV 803912 816214 26.43% 3.052%
17 11.822 1651 1655 1659 rBV 131042 150619 4._.88% 0.563%

18 12.533 1774 1776 1782 rVB 51889 57768 1.87% 0.216%
19 12.604 1784 1788 1791 rBV 64681 73907 2.39% 0.276%
20 12.769 1813 1816 1820 rVB 65427 67012 2.17% 0.251%

21 12.886 1832 1836 1840 rBV 1971677 1896237 61.40% 7.091%
22 13.357 1912 1916 1921 rVB2 34200 44543 1.44% 0.167%
23 13.763 1982 1985 1996 rVB 194546 230577 7.47% 0.862%
24 13.963 2015 2019 2028 rBV 729206 777832 25.19% 2.909%
25 15.015 2195 2198 2202 rBV2 43610 58562 1.90% 0.219%

26 15.433 2265 2269 2278 rBV 510421 704923 22.83% 2.636%

Sum of corrected areas: 26742584
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF010218\

BF101848.D

2 Jan 2018 13:56

SJ/JuU

17100-03

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .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\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 12.19 ng 457443 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 495 (4.998 min): BF101848.D (-491) (-) m/z 43.00 100.00%
43
59
5000
101 460 480 500 520 540
ol sl e | /z s9.i0 57.81%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 16.82%
0 21 3p 38 | 48 53 ‘ 67 72 77 83 91 96,
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520 540
5000 57 m/z 58.00 15.15%
29 k
101
38 50 78
R S L S SO LU SR SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance

#8404: Propane, 2-methyl-2-(1-methylethoxy)- I B i e e
59 4.60 480 5.00 5.20 5.40
m/z 41.00 8.95%

5000

41
101

T N

m/z--> 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

29
1, 36)]]46 53 | 73 86
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 2 unknown6.55 Concentration Rank 1

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

6.55 76.94 ng 2887800 1,4-Dichlorobenzene-d4 6.78
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (6.551 min): BF101848.D (-756) (-) m/z 132.00 100.00%
132
5000 68
26 TTTTTTTTTTT T T T T T T T
40 gy J 6.20 6.40 6.60 6.80
0 A8 LAy W/z 68.05  42.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 m/z 134.00 32.29%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 m/z 66.05 27 .14%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.72%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.62 4.94 ng 244228 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 90
2 Ethanol, 1-methoxy-, benzoate 180 C10H1203 051835-44-0 56
3 Guanidine 59 CH5N3 000113-00-8 7
4 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5
5 Acetamide 59 C2H5NO 000060-35-5 5

Abundance Scan 1111 (8.622 min): BF101848.D (-1107) (-) m/z 59.00 100.00%
99
5000
77 105 R | U
4|3 | o1 || 1s 8.20 8.40 8.60 8.80 9.00
e m/z 105.00 24 _.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 UL AR LA R
8.20 8.40 8.60 8.80 9.00
31 43 77 105 m/z 77.10 23.76%
o d ‘ o1 | 121 149
miz--> % 40 60 s 100 130 o 160 180
Abundance
59
820 840 860 880 9.00
5000 m/z 106.00 14 _.53%
75 105
43
0 121 149 165 180
s O R h & s i 1o o ko ko \
Abundance #256: Guanidine T BRam B
43 59 8.20 8.40 8.60 8.80 9.00
m/z 51.00 13.80%
5000 18
28
0"'”I“H'WH"'i""P"'I""I”"I""I'”'I" IR R SR
m/z--> 20 40 60 80 100 120 140 160 180 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 5 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.53 17.37 ng 823459 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12HS9NO 014548-46-0 50
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
Abundance Scan 1435 (10.527 min): E:bF101848.D (-1432) () m/z 105.00 100.00%
105
77
5000 182
51 N
152 10.20 10.40 10.60 10.80
Ol A B3 L 91 | 115126 139 uF 165 m/z 76.95 63.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 UV AR AR LS
10.20 10.40 10.60 10.80
o1 m/z 182.05  48.42%
o 27 39 | 63 ‘ 126 152 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
77 183 10.20 10,40 10,60 10.80
5000 51 m/z 50.95 25.88%
63 127 154
L S L L W UL L WL S L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34281: Benzeneacetic acid, .alpha.-oxo-, methy! ester R e A EEEEEmmmm
105 10.20 10.40 10.60 10.80
m/z 181.10 7.88%
77
5000
51
0 15 28 39 | 62 91 || 121 136 164
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 6 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.82 3.69 ng 150619 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 27
Abundance Scan 1655 (11.822 min): BF101848.D (-1651) (-) m/z 73.00 100.00%
60 73
5000 19 L\——/W
157171185 213
143 199 | 227 256 11.60 11.80 12.00 12.20
0 m/z 60.00 92.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
i amvﬁﬁyﬂm¥ﬁ:¥aq$ﬁ$$ﬁ
5000 129
29 11.60 11.80 12.00 12.20
214 m/z 43.10 91.90%
143157
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11feo 11!80 12foo 12fzo
5000 129 m/z 57.05 84.91%
9 115 1571711g5 213 256
o 143 199 | 227941
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid RS maEEs o
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 70.22%
5000 129
29
199
L4u 143157171185 242
015 e RS ma s )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 7 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.76 5.93 ng 230577 Chrysene-d12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91

Abundance Scan 1985 (13.763 min): BF101848.D (-1982) (-) m/z 57.05 100.00%
2000 i l 1L JHAMJMﬁ,ﬁwJJWﬁ\NwA«MVJ\wma~
N U AU B
140 168 195 221 13.40 13.60 13.80 14.00
ol H J” o o m/z 55.10 89.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 BN UL IR I
111 13.40 13.60 13.80 14.00
29 m/z 43.10 82.96%
[o) o ‘ “ ‘\ \‘\ \‘\ 4 .169 210 23\8 283 434
m/z--> 50 200 250 300 350 400
Abundance
43
69 N NI AU B
97 13.40 13.60 13.80 14.00
5000 m/z 83.05 79.75%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate N B Ems R
57 13.40 13.60 13.80 14.00
97 m/z 97.10 70.62%
5000
29 125
o J ) ;154 182 210 238 283 334
m/z--> 50 100 1&'30 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010218\
Data File : BF101848.D

Acq On : 2 Jan 2018 13:56

Operator : SJ/JU

Sample - 17100-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 12.2 ng 457443 1 6.78 750655 20.0
unknown6 .55 6.55 76.9 ng 2887800 1 6.78 750655 20.0
2-Hydroxy-iso-but. .. 8.62 4.9 ng 244228 2 8.06 989254 20.0
Benzophenone 10.53 17.4 ng 823459 3 9.82 948064 20.0
Tridecanoic acid 11.82 3.7 ng 150619 4 11.31 816214 20.0
Heptadecyl heptaf... 13.76 5.9 ng 230577 5 13.96 777832 20.0
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