LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\

Data File : BF107088.D

Aca On - 3 Jul 2018 18:02 Instrument :
Operator : JU/SJ BNA_F

Sample  : J3798-01 St
Misc i DRUM-1-6

ALS Vial : 19 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .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 5.184 481 484 492 rBV 45092 48162 4_.70% 0.632%
2 5.601 552 555 568 rBV 287762 298222 29.08% 3.913%
3 6.601 722 725 739 rBV2 207223 285678 27 .85% 3.748%
4 6.736 744 748 753 rBV 525441 510156 49.74% 6.693%
5 6.954 782 785 789 rBV 422491 337907 32.94% 4_.433%
6 7.007 791 794 802 rVB2 17476 18729 1.83% 0.246%
7 7.113 808 812 815 rBV 880304 736636 71.82% 9.664%
8 7.519 877 881 890 rBV 570894 537466 52.40% 7.051%
9 7.666 903 906 909 rVB 35688 29913 2.92% 0.392%
10 8.242 1000 1004 1010 rBV 411825 400500 39.05% 5.254%
11 8.525 1048 1052 1060 rBV 32750 44264 4.32% 0.581%

12 9.313 1182 1186 1194 rBV 1135873 1010614 98.53% 13.259%
13 9.707 1249 1253 1259 rBV 254155 235381 22.95% 3.088%
14 9.754 1259 1261 1265 rVB 28551 23069 2.25% 0.303%
15 9.866 1276 1280 1284 rBV 30783 30149 2.94% 0.396%

16 10.001 1299 1303 1312 rVB 462701 417959 40.75% 5.483%
17 10.795 1435 1438 1449 rBvV 340077 317083 30.91% 4._.160%

18 10.924 1456 1460 1467 rBV 8760 14417 1.41% 0.189%
19 11.495 1553 1557 1565 rBV 467629 404582 39.44% 5.308%
20 12.736 1765 1768 1773 rBV 107270 88104 8.59% 1.156%
21 13.077 1822 1826 1829 rBV 1159398 1025691 100.00% 13.457%
22 13.954 1972 1975 1980 rBV2 66617 78209 7.63% 1.026%
23 14.148 2005 2008 2014 rBV 384632 387902 37.82% 5.089%
24 14.583 2079 2082 2086 rBv4 22762 38925 3.80% 0.511%
25 14.901 2133 2136 2140 rBV 25015 31829 3.10% 0.418%

26 15.695 2267 2271 2279 rVB 186932 270618 26.38% 3.550%

Sum of corrected areas: 7622165
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107088.D

Aca On : 3 Jul 2018 18:02

Operator : JU/SJ

Sample : J3798-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107088.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107088.D

Aca On : 3 Jul 2018 18:02

Operator : JU/SJ

Sample : J3798-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 5

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

5.18 2.85 ng 48162 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 483 (5.178 min): BF107088.D (-481) (-) m/z 43.00 100.00%
43
59
5000
101 AR S SR LR
| 83 | 480 5.00 520 5.40 5.60
e T L T m/z 59.00 59.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LS SR LR
59 480 5.00 520 5.40 5.60
m/z 101.00 18.98%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540 5.60
5000 m/z 58.00 14.76%
43 101
15 34 53 65 71 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol L L LA NN A L A B
59 480 5.00 520 5.40 5.60
m/z 41.00 10.25%
5000 31 43 73
25L\ 37\y“ 53| 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107088.D

Aca On : 3 Jul 2018 18:02

Operator : JU/SJ

Sample : J3798-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 2

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

6.74 30.20 ng 510156 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.742 min): BF107088.D (-744) (-) m/z 132.00 100.00%
5000
68
9% A S S LR
40 54 || 77 " 106 6.40 6.60 6.80 7.00
e B B o T I I e e B m/z 134.00 32.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L U S U
6.40 6.60 6.80 7.00
21 51 78 m/z 68.10 31.86%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 18.66%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propiony! R RAEEmmasee
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 12.58%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN | U
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\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107088.D

Aca On : 3 Jul 2018 18:02

Operator : JU/SJ

Sample : J3798-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Benzothiazole Concentration Rank 6

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

8.52 2.21 ng 44264 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 91
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 78
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 64
5 1H-Indole, 5-fluoro- 135 C8HG6FN 000399-52-0 59

Abundance Scan 1051 (8.519 min): BF107088.D (-1048) (-) m/z 135.00 100.00%
35
5000
108
69 S AREE SR A AR
45 58 | 82 91 8.20 8.40 8.60 8.80
B S B e T B m/z 108.00 35.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15455: Benzothiazole
135
5000 108 '820 840 8.60 8.80
69 o, m/z 69.00 21.43%
27 45 58 91
||||||||“|‘|‘|‘|‘|‘|“|||||“i|‘|||||‘||||||l‘||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135
'820 840 8.60 8.80
5000 m/z 82.00 11.08%
6 108
45 54 82 9
miz-> 20 40 60 80 100 120 140 160 180 A
Abundance #106063: 3-Allyloenzothiazolium bromide e
135 8.20 8.40 8.60 8.80
m/z 136.00 10.49%
5000 41
108
69
15 27 || % ] 829 B L 19 e
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 8.|20 8.110 8.|60 8.|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107088.D

Aca On : 3 Jul 2018 18:02

Operator : JU/SJ

Sample : J3798-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl2.74 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.74 4_.36 ng 88104 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 35
2 sec-Butvl ethvl carbonate 146 C7H1403 1000373-77-7 35
3 1-tert-Butoxv-2-ethoxvethane 146 C8H1802 051422-54-9 35
4 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 35
5 Sulfurous acid, di(2-methyl-4-me... 282 C12H2605S 1000309-20-7 27
Abundance Scan 1769 (12.742 min): BF107088.D (-1765) (-) m/z 57.00 100.00%
5000
41
145 161175 199 207 12.40 12.60 12.80 13.00
S— m/z 103.10  81.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45
5000 89 AU RS B
12.40 12.60 12.80 13.00
9 5 m/z 45.00 69.88%
103
15 J H\ A H\ J ﬁ 117 \ 147 163177 207 251
m/z--> 25 J éo 85 160 150 150 1éo 1éo 200 220 250 !
Abundance
45
12.40 12,60 12.80 13.00
5000 m/z 101.10 45_.10%
29 59 73
9 117
15 131
m/z--> 25 Jo éo 85 160 150 150 1&0 180 200 250 250 !
Abundance #22114: 1-tert-Butoxy-2-ethoxyethane R e
57 12.40 12.60 12.80 13.00
m/z 59.00 40.05%
5000
4 73 89
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 40 12.60 12. 80 13. 00
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Data Pat
Data Fil
Aca On
Operator
Sample
Misc

ALS Vial

Quant Me
Quant Ti

TIC Libr
TIC Inte

Library Search Compound Report

h : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070318\
e - BF107088.D
: 3 Jul 2018 18:02
: JU/SJ
: J3798-01
- 19 Sample Multiplier: 1
thod : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918._M
tle : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
ary = C:\DATABASE\NIST11.L
gration 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-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.03 ng 78209 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90
Abundance Scan 1974 (13.948 min): BF107088.D (-1972) (-) m/z 57.00 100.00%
5000 NAAMJLanvMNWMﬁ\whfyvd$f\wmww
153167 185 211 229 249 267282 13.60 13.80 14.00 14.20
m/z 55.00 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene
5000 RN AU BRI UGS
13.60 13.80 14.00 14.20
125 m/z 43.00 79.25%
139154168182106210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 LU BRI U
97 13.60 13.80 14.00 14.20
5000 m/z 69.00 72.74%
29
125
139153167181196 224 NwﬁMwmnyvvmm¢A“*v“w””W”“JMN
wﬁwmmrrﬂ’mmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189051: Trichloroacetic acid, tetradecyl ester R e
7 g3 13.60 13.80 14.00 14.20
m/z 83.10 69.92%
125
139153168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.'6'0' 13|80 14'00 14'20 ol
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070318\
Data File : BF107088.D

Aca On : 3 Jul 2018 18:02

Operator : JU/SJ

Sample : J3798-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl14.58 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.58 2.01 ng 38925 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 30
2 Boric acid. ethvl-. didecvl ester 354 C22H47B02 1000152-34-4 22
3 Tetradecane 198 C14H30 000629-59-4 20
4 Hexadecane 226 C16H34 000544-76-3 20
5 Piperazine, 1,4-diisobutyryl- 226 C12H22N202 018940-58-4 18

Abundance Scan 2081 (14.577 min): BF107088.D (-2079) (-) m/z 57.00 100.00%
57
5000
3 253 277 R N REEEE R
155174192212 234 315 345 14.20 14.40 14.60 14.80
m/z 43.00 67 .95%
m/z--> 50 100 150 200 250 300 350
Abundance #146523: Nonadecane, 1-chloro-
57
5000 U R B S UL B
mmmmmmmm
29 m/z 71.05 50.65%
e ‘ \‘ | ﬂ‘ 7133 161183203 231 259 302
m/z--> éo 150 260 250 360 350
Abundance
57 35
14.20 14.40 14.60 1480
5000 m/z 85.05 39.87%
141
185 325
29 115 167 215 241 269 307 | 353
m/z--> éo 160 150 260 2éo 360 3%0
Abundance #59882: Tetradecane L o o R T
57 14.20 14.40 14.60 14.80
m/z 83.05 27 .09%
5000 85
29
198
||{||'|J||J|11|13|I|1?1 .1(?9..“....'....'.... ;  RABEAREE e ma
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF061918 .M

Thu Jul 05 07:25:47 2018

Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070318\
Data File : BF107088.D

Acq On : 3 Jul 2018 18:02

Operator : JU/SJ

Sample - J3798-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 2.9 ng 48162 1 6.95 337907 20.0
unknown6 .74 6.74 30.2 ng 510156 1 6.95 337907 20.0
Benzothiazole 8.52 2.2 ng 44264 2 8.24 400500 20.0
unknownl2.74 12.74 4.4 ng 88104 4 11.49 404582 20.0
1-Nonadecene 13.95 4.0 ng 78209 5 14.15 387902 20.0
unknownl14 .58 14.58 2.0 ng 38925 5 14.15 387902 20.0
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