LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107717.D

Acq On 26 Jul 2018 23:10

Operator : JU/SJ

Sample - J4109-08

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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 5.207 483 488 504 rBV 406477 711511 13.37% 1.530%
2 5.560 544 548 551 rBvV 43989 66606 1.25% 0.143%
3 5.601 551 555 588 rvv 2783961 4508738 84.74% 9.697%
4 5.819 589 592 604 rvVB 38242 89836 1.69% 0.193%
5 6.601 721 725 744 rBV 2889965 4587445 86.22% 9.866%
6 6.737 744 748 772 rVB 3758319 4956724 93.16% 10.661%
7 6.960 783 786 805 rBY 658751 1094839 20.58% 2.355%
8 7.119 808 813 828 rBvV 2982994 3814207 71.68% 8.203%
9 7.219 828 830 837 rvB2 56053 83608 1.57% 0.180%
10 7.525 878 882 913 rBV 1993955 3249805 61.08% 6.990%

11 8.242 1000 1004 1014 rBV 1160828 1528096 28.72% 3.287%
12 9.313 1180 1186 1202 rBV 4256697 5320836 100.00% 11.444%
13 9.707 1249 1253 1265 rBV 667459 655466 12.32% 1.410%
14 10.001 1299 1303 1316 rVB 1513184 1599041 30.05% 3.439%
15 10.795 1434 1438 1451 rBV 2815975 3452420 64.88% 7.425%

16 10.883 1451 1453 1459 rVB3 43879 70436 1.32% 0.151%
17 11.495 1553 1557 1568 rBV 1293547 1626209 30.56% 3.498%
18 12.001 1639 1643 1653 rBV3 410440 518981 9.75% 1.116%
19 12.554 1733 1737 1740 rBV3 46387 64256 1.21% 0.138%
20 12.713 1760 1764 1773 rBV 239084 273709 5.14% 0.589%

21 12.942 1797 1803 1810 rBV 202922 321575 6.04% 0.692%
22 13.077 1822 1826 1837 rBV 3463827 3584379 67.36% 7.709%
23 13.271 1856 1859 1864 rVB2 56247 96451 1.81% 0.207%
24 13.954 1971 1975 1985 rVB2 411838 470765 8.85% 1.012%
25 14.142 2002 2007 2018 rBV2 1134233 1470960 27.65% 3.164%

26 14.577 2078 2081 2088 rVB3 69840 96378 1.81% 0.207%
27 14.895 2132 2135 2140 rVB 75290 79934 1.50% 0.172%
28 15.213 2186 2189 2193 rBV 98620 181077 3.40% 0.389%
29 15.248 2193 2195 2200 rVB2 124409 141224 2.65% 0.304%
30 15.542 2241 2245 2252 rVB 63610 103685 1.95% 0.223%

31 15.607 2252 2256 2260 rBV 108403 173152 3.25% 0.372%
32 15.671 2261 2267 2279 rVB 780613 1351097 25.39% 2.906%
33 16.112 2338 2342 2348 rVB 65129 95918 1.80% 0.206%
34 16.648 2429 2433 2437 rBV4 35435 56123 1.05% 0.121%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107717.D

Acq On : 26 Jul 2018 23:10

Operator : JU/SJ

Sample - J4109-08

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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 46495487
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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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\

BF107717.D

26 Jul 2018 23:10

JussJ

J4109-08

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF072018 .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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107717.D

Acq On : 26 Jul 2018 23:10

Operator : JU/SJ

Sample - J4109-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 3

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

5.21 13.00 ng 711511 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 488 (5.207 min): BF107717.D (-483) (-) m/z 42.95 100.00%
43
59
5000
ot 480 500 520 540 560
83 : : : : :
o...,....,....,....-,':..?P..'.hli..‘??,....,.~...9,?..:,|....,....,....,.... m/z 59.00 67.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS DR LR R
59 4.80 5.00 520 5.40 5.60
m/z 101.10 19.12%
15 31 ‘ 101
0'“l“hw'“wﬂ'“T“'ﬁl*w'“w'“'ﬁ?”w'”m“'w'“w'“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2-methyl-
59
480 500 520 540 560
5000 m/z 58.00 16.77%
a1 101
0 “'I'%?'I”'hfg"“Jmt'?}ﬂw*V"é?"”lgé"l“"lk'"P"'I""P"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol T T T
59 480 5.00 520 5.40 5.60

m/z 41.00 8.57%

5000 v a1 a3
101
. |.m. 51|l 89 .91 | 112 129
SR 1 PN /NMEEAD I S N B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107717.D

Acq On : 26 Jul 2018 23:10

Operator : JU/SJ

Sample - J4109-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 unknown6.74 Concentration Rank 1

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

6.74 90.55 ng 4956720 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 749 (6.742 min): BF107717.D (-744) (-) m/z 132.00 100.00%
132
5000 !
68
40 54 || 7 &7 9|6 105 115 ‘ 6.40 6.60 6.80 7.00
o bl gl (7 87 | Mo1S m/z 68.00 35.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.40 6.60 6.80 7.00
53 . 117 m/z 134.00 33.84%
0 e |....|.8.8.. ]-.0.6..“|..H.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.40 6.60 6.80 7.00
5000 9g 116 m/z 66.00 23.12%
o L %8 T aor | 4l 1ss 189
m/z--> 40 60 80 100 120 140 160 180 n
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine o R R
132 6.40 6.60 6.80 7.00
m/z 69.05 13.56%
5000
104
65
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:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107717.D

Acq On : 26 Jul 2018 23:10

Operator : JU/SJ

Sample - J4109-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.00 6.38 ng 518981 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1643 (12.001 min): BF107717.D (-1639) (-) m/z 73.00 100.00%
43 73
5000 129 ﬂ\\“
97 213 e
15| 143157171 192 227 256 11/60 11.80 12.00 12.20 12.40
M m/z 60.00 99.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 DR IR SUNUR A SURLER BN
11.60 11.80 12.00 12.20 12.40
21 m/z 57.00 90.17%
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
11/60 11.80 12.00 12.20 12.40
5000 129 m/z 43.00 86.85%
29
214
0 .}?,....,.....m 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e S n I
43 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 79.05%
5000 129
29
199
143 157171 185 242 k
0'}ﬁJ“JH“ LN ISR AU SUNIA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107717.D

Acq On : 26 Jul 2018 23:10

Operator : JU/SJ

Sample - J4109-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.40 ng 470765 Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 97
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1974 (13.948 min): BF107717.D (-1971) (-) m/z 57.00 100.00%
57
83
5000
] 226 1360 13.80 14.00 1420
139 167 : : - :
ol Ak 1%, 20288 34 m/z 43.00 81.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
5000 UM LA UL IR
29 " 13.60 13.80 14.00 14.20
m/z 55.00 80.69%
oLl \\ H A “\ 139 168 196 224 252 260
m/z--> 50 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
43
83
13.60 13.80 14.00 14.20 |
5000 m/z 83.05 69.16%
111
ol ‘ l |139 167 196 224 250 279 308 336
m/z--> 50 100 1%0 200 250 300 3éo 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester B BRI
57 13.60 13.80 14.00 14.20
o7 m/z 69.05 61.95%
5000
oL ‘ Il 7028 a0 @0 e
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107717.D

Acq On 26 Jul 2018 23:10

Operator : JU/SJ

Sample - J4109-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 13.0 ng 711511 1 6.97 1094840 20.0
unknown6 .74 6.74 90.5 ng 4956720 1 6.97 1094840 20.0
n-Hexadecanoic acid 12.00 6.4 ng 518981 4 11.50 1626210 20.0
Cycloeicosane 13.95 6.4 ng 470765 5 14.14 1470960 20.0
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