LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101196.D

Aca On : 7 Dec 2017 4:59

Operator : SJ/JU

Sample : 16656-09

Misc :

ALS Vial : 36 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-BF113017.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 5.075 504 508 518 rBV 40384 53261 6.17% 0.739%
2 5.469 571 575 590 rBV 880431 789474 91.50% 10.952%
3 6.481 743 747 759 rBV 860730 789385 91.49% 10.951%
4 6.616 766 770 774 rBV 911847 829784 96.17% 11.511%
5 6.845 806 809 815 rBB 296992 244841 28.38% 3.397%
6 7.004 832 836 839 rBV 810828 662335 76.76% 9.188%
7 7.416 901 906 920 rBV 482223 474232 54.96% 6.579%
8 8.128 1024 1027 1035 rBV 349296 293847 34.06% 4_.076%
9 9.204 1206 1210 1213 rBvY 1087298 862835 100.00% 11.970%
10 9.598 1273 1277 1285 rBB 57245 49867 5.78% 0.692%
11 9.804 1309 1312 1316 rBB 23257 16845 1.95% 0.234%
12 9.886 1322 1326 1333 rBV 328234 278043 32.22% 3.857%
13 10.304 1394 1397 1400 rVB 24092 17338 2.01% 0.241%
14 10.674 1457 1460 1471 rBV 395277 366375 42.46% 5.083%
15 10.774 1474 1477 1482 rBvV2 16954 17261 2.00% 0.239%

16 11.374 1575 1579 1583 rBV 292283 240120 27.83% 3.331%
17 12.957 1844 1848 1852 rBV 779160 673805 78.09% 9.348%

18 13.845 1995 1999 2012 rBvV 25043 35044 4.06% 0.486%

19 14.021 2025 2029 2035 rBvV 290515 268274 31.09% 3.722%

20 14.774 2151 2157 2160 rBV5 6788 12384 1.44% 0.172%

21 15.498 2274 2280 2295 rBV 167189 219271 25.41% 3.042%

22 15.921 2347 2352 2357 rBV6 6301 13748 1.59% 0.191%
Sum of corrected areas: 7208369
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101196.D

Aca On : 7 Dec 2017 4:59

Operator : SJ/JU

Sample : 16656-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101196.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101196.D

Aca On : 7 Dec 2017 4:59

Operator : SJ/JU

Sample : 16656-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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.

5.07 4_.35 ng 53261 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 507 (5.069 min): BF101196.D (-504) (-) m/z 43.00 100.00%
43
59
5000
101 AN AR LS S
| 83 | 4.80 500 5.20 5.40
o} A | NSOV | M N m/z 59.10 58.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI I I
59 480 500 520 540
m/z 101.00 16.96%
15 31 101
0 25,7 37, 53, 83 ‘
LR UL SR SR UL UL FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a1 480 500 520 540
5000 m/z 58.10 16.48%
86
51 69 101
e S S S SIS S I IULILS SULILLS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one A R AR
43 4.80 500 5.20 5.40
m/z 41.10 10.19%
5000
55
. 20 37| a9 65 71 77 83 %
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101196.D

Aca On : 7 Dec 2017 4:59

Operator : SJ/JU

Sample : 16656-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 1

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

6.62 67.78 ng 829784 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 771 (6.622 min): BF101196.D (-766) (-) m/z 132.00 100.00%
5000
68
96 SRR S
40 54 7 &7 06 6.20 6.40 6.60 6.80 7.00
0! B R R m/z 68.10 35.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 R RS U AR R
620 6.40 6.60 6.80 7.00
m/z 134.00 33.33%
I ,tw“‘,,uhl,éﬂ IIﬂQ7 ‘ S 1m8 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 21.33%
92
65
oL 27 39 51 77 105 .4
miz-> 20 40 60 8 100 120 140 160 180 0
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R ,L  EEmEmEr )
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.93%
5000
6 104
3 51 T 90 117
o R T R N S | —— S | RN
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101196.D

Aca On : 7 Dec 2017 4:59

Operator : SJ/JU

Sample : 16656-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 4 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 2.61 ng 35044 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 l1-Heptacosanol 396 C27H560 002004-39-9 87
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 83
4 1-Nonadecene 266 C19H38 018435-45-5 83
5 1-Heneicosanol 312 C21H440 015594-90-8 81
Abundance Scan 1998 (13.839 min): BF101196.D (-1995) (-) m/z 55.00 100.00%
55
97
5000
125 UL PR SN B B
| 207 13.60 13.80 14.00 14.20
otk T L T T = o S m/z 57.00 88.67%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
5000 1 U DN DU SRR
13.60 13.80 14.00 14.20
m/z 43.00 75.88%
29 139
oLl \“ L) ‘L (0l 195 222 280 280 308 336
m/z--> 55 160 150 260 2éo 360 3%0
Abundance
57 97
" 13.60 13.80 14.00 14.20
5000 m/z 41.10 74 .95%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
83 13.60 13.80 14.00 14.20
m/z 97.05 74 .22%
5000 111
2 ‘ 168 196
o l Ml‘“{ 20 w2
m/z--> 50 1 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\
Data File : BF101196.D

Acq On > 7 Dec 2017 4:59

Operator : SJ/JU

Sample - 16656-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.07 4.3 ng 53261 1 6.85 244841 20.0
unknown6 .62 6.62 67.8 ng 829784 1 6.85 244841 20.0
n-Tetracosanol-1 13.84 2.6 ng 35044 5 14.02 268274 20.0
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