LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 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-BF013017 .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 5.081 258 262 272 rBV 1084318 1765847 41.34%  4.132%
2 5.504 296 299 301 rBvV 3128972 4150487 97.17% 9.712%
3 6.533 386 389 392 rBV 3498160 3962095 92.76% 9.271%
4 6.659 398 400 403 rBV 3259333 3931632 92.04% 9.200%
5 6.887 418 420 423 rBVY 987253 978320 22.90% 2.289%
6 7.047 432 434 437 rBV 3192878 2952383 69.12% 6.909%
7 7.459 467 470 472 rBV 2508222 2531511 59.26% 5.924%
8 8.179 530 533 535 rBV 1552145 1411257 33.04% 3.302%
9 9.253 624 627 630 rBvY 3722889 4271553 100.00% 9.996%
10 9.653 659 662 664 rBY 263535 280531 6.57% 0.656%

11 9.859 676 680 684 rBvV 82995 119429 2.80% 0.279%
12 9.928 684 686 689 rBV 1248064 1644247 38.49% 3.848%
13 10.362 715 724 726 rBV 158836 176988 4.14% 0.414%
14 10.579 740 743 746 rBV 49996 69787 1.63% 0.163%
15 10.728 752 756 758 rBV 2356979 2829235 66.23% 6.620%

16 10.831 763 765 770 rVB 173782 241282 5.65% 0.565%
17 11.276 802 804 806 rBvV 88765 128458 3.01% 0.301%
18 11.414 814 816 819 rBV 1265610 1821298 42.64% 4.262%
19 11.974 864 865 868 rvB2 33296 49487 1.16% 0.116%
20 12.031 868 870 874 rvB2 53109 83336 1.95% 0.195%

21 12.625 920 922 925 rVB 385043 371362 8.69% 0.869%
22 12.854 937 942 945 rBV2 323443 418803 9.80% 0.980%
23 13.002 952 955 958 rBV 3061720 4105314 96.11% 9.607%

24 13.082 958 962 966 rVB3 25237 43841 1.03% 0.103%
25 13.185 968 971 973 rBV 51146 72628 1.70% 0.170%
26 13.802 1022 1025 1026 rBV2 33665 47734 1.12% 0.112%

27 13.894 1032 1033 1039 rVB2 182934 252618 5.91% 0.591%
28 14.054 1044 1047 1053 rVB2 1415922 1752844 41.04% 4.102%

29 14.214 1058 1061 1063 rBV3 23533 46887 1.10% 0.110%
30 14.442 1076 1081 1082 rBV 36109 46855 1.10% 0.110%
31 14.534 1086 1089 1091 rBV3 47765 100791 2.36% 0.236%
32 14.820 1112 1114 1119 rVB 27254 44334 1.04% 0.104%
33 15.082 1135 1137 1141 rBV 140788 273890 6.41% 0.641%
34 15.151 1141 1143 1145 rVVv2 42289 49921 1.17% 0.117%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.380 1160 1163 1166 rVB 79706 99618 2.33% 0.233%

36 15.437 1166 1168 1171 rBV 98849 129912 3.04% 0.304%
37 15.505 1171 1174 1181 rVB 863651 1153631 27.01% 2.700%

38 15.940 1209 1212 1216 rBV 49672 95101 2.23% 0.223%

39 16.923 1295 1298 1302 rVB2 38585 81518 1.91% 0.191%

40 17.014 1302 1306 1310 rBvV2 23789 49958 1.17% 0.117%

41 17.357 1332 1336 1342 rBV 35731 97740 2.29% 0.229%
Sum of corrected areas: 42734463
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092901.D
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Abundance TIC: BF092901.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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.

5.08 36.10 ng 1765850 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 262 (5.081 min): BF092901.D (-258) (-) m/z 43.05 100.00%
a3
59
5000
o 480 500 520 540
...,....,....,....-,':...?.1.:J,...‘??....f.‘?..,....~,|....,....,....,....,...., m/z 59.10 59.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L S AN LS L
59 480 5.00 520 5.40
m/z 101.10 19.24%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 16.42%
41
o9 101
50 73 86
wﬁmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R ARAmE TS
59 4.80 5.00 5.20 5.40
m/z 41.10 8.73%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I RN AR RARRS MR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknown6.66 Concentration Rank 1

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

6.66 80.38 ng 3931630 1,4-Dichlorobenzene-d4 6.89
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 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 400 (6.659 min): BF092901.D (-398) (-) m/z 132.10 100.00%
5000 68
0 54 || 9|6 o 640 6.60 6.80 7.00
IR N A | N m/z 68.10 44.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U I IR UL L
6.40 6.60 6.80 7.00
m/z 134.10 32.41%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
" 6.40 6.60 6.80 7.00
5000 m/z 66.10 28 .53%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e T R m s i)
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.50%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??. SN £ WY A N
m/z--> 20 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\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.36 2.15 ng 176988 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Tridecane 184 C13H28 000629-50-5 78
Abundance Scan 724 (10.362 min): BF092901.D (-715) (-) m/z 57.10 100.00%

57
43
71
5000 85
99 10.00 10.20 10.40 10.60

113
...,....-,'...|,.."..,-:...--',....,1.2.6..1,4.1.1.“?“3,.... e M7z 43.10  71.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43
5000 71 L L L L L L L L B B
85 10.00 10.20 10.40 10.60
29 m/z 71.10 55.36%
| L L w 99 113 127 141 155 160 183 197 226
I A o e e e A BARESREE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 a5 m/z 85.10 37.92%
29 99
113 127 141 155 169 183 212
S L o L I e e B BN B E s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57 10.00 10.20 10.40 10.60
43 m/z 41.10 29.45%
71
5000 85
29
‘ % 113 197 141 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 1-Pentadecanethiol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.88 ng 252618 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 95
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 93

Abundance Scan 1033 (13.894 min): BF092901.D (-1032) (-) m/z 57.10 100.00%

3 97

83

97

5000

:

13.60 13.80 14.00 14.20
m/z 55.05 97.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84854: 1-Pentadecanethiol
a1 55 69 83

97

:

13!60 13.I80 14.I00 14.I20
m/z 43.05 91.60%

5000

2 125 210
139154168182196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 it s
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 75.00%
111
29

125
139153167182 210

WWW‘WWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester s e e e
7 13.60 13.80 14.00 14.20

83 m/z 69.10 68.74%
97

:

5000

125

:

139153167181196 224
e S S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021017\
Data File : BF092901.D

Acq On : 10 Feb 2017 23:34

Operator : SJ/MA

Sample - 11777-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.08 36.1 ng 1765850 1 6.89 978320 20.0
unknown6 .66 6.66 80.4 ng 3931630 1 6.89 978320 20.0
Hexadecane 10.36 2.1 ng 176988 3 9.93 1644250 20.0
1-Pentadecanethiol 13.89 2.9 ng 252618 5 14.05 1752840 20.0
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