LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103285.D

Aca On : 28 Feb 2018 2:02

Operator : SJ/JU

Sample : J1690-01

Misc :

ALS Vial : 29 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-BF022218.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 2.128 3 7 16 rVB 890407 1115156 27.76% 3.722%
2 2.263 26 30 45 rVB2 34969 69732 1.74% 0.233%
3 5.093 508 511 523 rBV 80345 106246 2.64% 0.355%
4 5.492 575 579 596 rBVY 2065473 2127397 52.96% 7.100%
5 6.504 747 751 771 rBV 1203235 1442619 35.91% 4.815%
6 6.645 771 775 778 rBVY 3718557 3457459 86.07% 11.539%
7 6.875 810 814 821 rBVY 1041052 969508 24.13% 3.236%
8 7.034 836 841 844 rBVY 3278338 3345220 83.27% 11.164%
9 7.439 905 910 913 rBVY 2873157 2880027 71.69% 9.612%
10 8.157 1028 1032 1047 rBvV 1292288 1238745 30.84% 4.134%

11 9.233 1210 1215 1218 rBV 4069367 4017118 100.00% 13.407%
12 9.622 1275 1281 1288 rBV 187849 192504 4._.79% 0.642%
13 9.828 1313 1316 1320 rBV 115779 102310 2.55% 0.341%
14 9.910 1327 1330 1339 rBV 1109183 1122840 27.95% 3.747%
15 10.327 1398 1401 1404 rVB2 225766 181973 4_.53% 0.607%

16 10.551 1433 1439 1441 rBV 57606 77553 1.93% 0.259%
17 10.704 1461 1465 1474 rBV 1702841 1870870 46.57% 6.244%
18 10.804 1479 1482 1489 rVB 169793 175063 4._36% 0.584%
19 10.957 1504 1508 1512 rVB 52178 52537 1.31% 0.175%
20 11.251 1555 1558 1561 rBV 75001 60136 1.50% 0.201%

21 11.404 1580 1584 1593 rBV 967214 944547 23.51% 3.152%
22 12.792 1817 1820 1824 rBV 67658 57183 1.42% 0.191%
23 12.992 1849 1854 1857 rBV 2523899 2628800 65.44% 8.773%
24 13.868 2000 2003 2017 rBV 228090 322670 8.03% 1.077%
25 14.051 2030 2034 2043 rBV 751284 774594 19.28% 2.585%

26 14.139 2046 2049 2052 rVB 45514 44397 1.11% 0.148%
27 15.551 2284 2289 2298 rBV 398168 586645 14.60% 1.958%

Sum of corrected areas: 29963849
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022718\

BF103285.D

28 Feb 2018 2:02

SJ/JuU

J1690-01

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF022218.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\BF022718\
Data File : BF103285.D

Aca On : 28 Feb 2018 2:02

Operator : SJ/JU

Sample = J1690-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 23.00 ng 1115160 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 7 (2.128 min): BF103285.D (-3) (-) m/z 73.00 100.00%
73
5000 43 /\
% 87 RS UL A I I
37 &7 11 79 2.20 2.30 2.40 2.50
Ol Sl e O 0 v m/Zz 43.00  41.05Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U RN UL AN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 29.99%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 USSR UL AN LA I
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 23.17%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- P
73 2.20 2.30 2.40 2.50
m/z 41.00 12.49%
5000 J/\\
45
29
ol 39| 5 67 | 101
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 220 2.30 2.40 250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103285.D

Aca On : 28 Feb 2018 2:02

Operator : SJ/JU

Sample = J1690-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.09 2.19 ng 106246 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 511 (5.093 min): BF103285.D (-508) (-) m/z 43.00 100.00%
43
59
5000
101 4.80 5.00 5.20 5.40
o....,....',':..-!~|i....,8.3...-,|....,....,....,....,....,2]0.7.. m/z 59.00 62.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R A RN RS IR
4.80 5.00 5.20 5.40
59 m/z 100.90 18.38%
2 H 6o 83
G R S I I I L B SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 480 500 5.20 540
5000 m/z 58.00 16.37%
29 101
o 15 73 85
m/z--> ﬁo Jo eb 85 160 150 150 1é0 1éo 260
Abundance #4030: 2,3-Butanedione, monooxime
43 4.80 5.00 5.20 5.40
m/z 41.00 8.56%
5000
101
15 31 | g 86
m/z--> 2'0 4'0 6|O 8|O 1c')o 12'0 14'10 1('30 15';0 2(')0 4.|80 5.'00 5.'20 5.'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103285.D

Aca On : 28 Feb 2018 2:02

Operator : SJ/JU

Sample = J1690-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 3 unknown6.65 Concentration Rank 1

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

6.65 71.32 ng 3457460 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 776 (6.651 min): BF103285.D (-771) (-) m/z 132.00 100.00%
5000 68
40 54 75 103 6.40 6.60 6.80 7.00
o....,...:l'!..“ﬁ:!..?hl'.',..':.,..5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 67.95 37.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R L R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.18%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.0 7.00
5000 67 m/z 66.00 24 .54%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R ERamana
132 6.40 6.60 6.80 7.00
m/z 69.00 14.79%
5000
33 44 0 g7 105
0""I'L"I""?%"'iq"'l' '1ﬁ' ﬁ? |"J'|'J”' }}EI""I T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103285.D

Aca On : 28 Feb 2018 2:02

Operator : SJ/JU

Sample = J1690-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Pentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.33 3.24 ng 181973 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heneicosane 296 C21H44 000629-94-7 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1401 (10.327 min): BF103285.D (-1398) (-) m/z 57.00 100.00%
57
43
10.00 10.20 10.40 10.60
(o} m/z 43.00 70.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 85 SRR AR AR RRA
mmmmmmmm
29 m/z 71.00 48.62%
OHJ“HM %mmmmmm 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.00 37.07%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83024: Hexadecane
3 57 10.00 10.20 10.40 10.60
- m/z 41.00 32.15%
- ] MWWA
i LMWJ—I
o Do % s a2y 141 155 169 183 226
m/z--> ﬁo Jo éo 50 160 150 140 160 180 200 250 1000 1020 1040 1060 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022718\
Data File : BF103285.D

Aca On : 28 Feb 2018 2:02

Operator : SJ/JU

Sample = J1690-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 7 Trifluoroacetoxy hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.87 8.33 ng 322670 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2003 (13.868 min): BF103285.D (-2000) (-) m/z 57.00 100.00%
57
83
e
3 } 139 13.60 13.80 14.00 14.20
ol AP s o208 o Sust00 ot 14%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
o1 } N LJ/\-JA
5000 LI BRI SO UL B
13 60 13. 80 14. oo 14 20
29 ]25 m/z 55.00 88.95%
0 J il H ‘ W 1 154 196 224 251269 320
m/z--> §o 100 150 260 250 360 350
Abundance
43 M
69 SR AR SUNILE S SR
97 13.60 13.80 14.00 14.20
5000 m/z 83.00 74.26%
125
o 26 153 196 224
m/z--> §0 160 1%0 200 2%0 300 350
Abundance #194196: Octadecyl trifluoroacetate BT e et
57 13.60 13.80 14.00 14.20
97 m/z 69.00 68.86%
5000
- 125
oL 4074 | | | 154 182 224 252 579297 328 348 NV,JuwM.,\Mh,VJ
m/z--> §0 160 150 200 250 300 350 1360 1380 1400 1420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022718\
Data File : BF103285.D

Acq On : 28 Feb 2018 2:02

Operator : SJ/JU

Sample - J1690-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
Quant Title : 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]
Butane, 2-methoxy... 2.13 23.0 ng 1115160 1 6.87 969508 20.0
2-Pentanone, 4-hy... 5.09 2.2 ng 106246 1 6.87 969508 20.0
unknown6 .65 6.65 71.3 ng 3457460 1 6.87 969508 20.0
Pentadecane 10.33 3.2 ng 181973 3 9.91 1122840 20.0
Trifluoroacetoxy ... 13.87 8.3 ng 322670 5 14.05 774594 20.0
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