LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 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 G\METHODS\8270-BG071218 .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

5.168 315 320 330 rVvB 77802 122231 2.19% 0.442%
5.638 394 400 409 rBV 736245 1213892 21.79%% 4 _.386%
rBv 541449 969781 17.41% 3.504%
7.595 725 733 740 rBV 1228244 2110388 37.89% 7.625%
8.059 804 812 817 rBV 193364 333781 5.99% 1.206%
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8.382 859 867 875 rBvV 999824 1699639 30.51% 6.141%
9.222 1002 1010 1023 rVB 883722 1586590 28.48% 5.733%
rBv2 39912 93657 1.68% 0.338%
10.861 1281 1289 1294 rBV 265513 498498 8.95% 1.801%
11.507 1393 1399 1406 rBV3 105971 186758 3.35% 0.675%
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11 13.305 1696 1705 1712 rBV 2402453 3809430 68.39% 13.765%
12 14.121 1838 1844 1854 rBV2 125767 208326 3.74% 0.753%
13 14.385 1884 1889 1894 rBV 59911 96649 1.74% 0.349%
14 14.479 1901 1905 1917 rVB 42919 79225 1.42% 0.286%
15 14.679 1930 1939 1945 rBV2 420147 714391 12.83% 2.581%

16 16.165 2185 2192 2201 rBV 1993814 3076134 55.22% 11.115%
17 16.353 2219 2224 2231 rVB3 58799 106554 1.91% 0.385%
18 16.718 2281 2286 2292 rBV3 40601 60586 1.09% 0.219%
19 16.958 2323 2327 2333 rVB 65438 99121 1.78% 0.358%
20 17.417 2400 2405 2412 rVB 572089 882232 15.84% 3.188%

21 17.693 2448 2452 2457 rVB 54115 70962 1.27% 0.256%
22 18.304 2552 2556 2565 rBV2 101490 155851 2.80% 0.563%
23 18.656 2609 2616 2625 rVV 726391 1239500 22.25% 4_479%
24 20.025 2843 2849 2858 rVB 4053816 5570189 100.00% 20.127%
25 21.329 3067 3071 3081 rVB3 89759 156227 2.80% 0.564%

26 21.687 3126 3132 3139 rVB 651373 1030467 18.50% 3.723%
27 22.545 3274 3278 3283 rVB3 44492 73251 1.32% 0.265%
28 22.950 3339 3347 3353 rBV6 84247 276370 4._.96% 0.999%
29 24.912 3670 3681 3690 rVB2 356446 1036690 18.61% 3.746%
30 25.629 3796 3803 3807 rBVS 46175 118173 2.12% 0.427%

Sum of corrected areas: 27675543
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO071618\

BG035669.D

16 Jul 2018 14:41

JussJ

J3964-01

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BG035669.D

7.59
8.38
7.22

5.17 8.06

10 08

10.86

11.51

0

Time--> 3.50

7.00

7.50 8.00 850

4.00 450 5.00 550 6.00 650

9.00 9.50 1000 1050 1100 1150 1200 12.50

Abundance
4000000

3000000

2000000

1000000

TIC: BG035669.D

13.30

16.17

18.66
17.42
14.68

14.1 18.30
,\ 1?44324[

@3516 'ZI;_S 96 17.69

20.02

21.69

21.33 22.54

0

Time-->

N
||||||||||||||||||||||||||||||||||||||||||||||||

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
4000000

3000000

2000000

1000000

2.95

e N

TIC: BG035669.D

2491
25.63

ol

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG071218.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.17 7.32 ng 122231 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Dimethadione 129 C5H7NO3 000695-53-4 33
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 25
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 25
5 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 25

Abundance Scan 320 (5.168 min): BG035669.D (-315) (-) m/z 43.15 100.00%
431
5000
101.2 ) M
480 5.00 5.20 5.40 5.60
O b A/332073 3124 448 | Tq/z 59.15  69.46%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R R L
480 5.00 520 540 5.60
m/z 101.15 26.12%
101.0
0|"'“H|"""l‘""l""l""l""l""l""l""l'
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
480 500 520 540 560
5000 m/z 58.10 19.11%
129.0
86.0
L A S U U A L UL UL L WL o
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance #8367: n-Propyl t-butyl ether
59.0 480 5.00 520 5.40 5.60
m/z 41.15 11.62%
5000 101.0
15. ‘
OIM%'” LA UL UL LN LI SURLLEL SURLELEL S W
m/z-> 0 50 100 150 200 250 300 350 400 450 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.59 Concentration Rank 1

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

7.59 126.45 ng 2110390 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 732 (7.589 min): BG035669.D (-725) (-) m/z 132.15 100.00%
132.2
68.2
5000
01 541 \| e 750 740 760 780 800
o....,....'l'!...,!."..,:.'-.'.,...Ef,z....,..].,?1??.2,.1.1.7.,2...., | m/z 68.15  52.35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A N LN L L
7.20 7.40 7.60 7.80 8.00
310 70.0 m/z 66.15 35.05%
0 ‘ 44\.0 I, 600 860 | 116.0 !
miz--> B e 7o % 100 110 130 130 140
Abundance
132.0
e
69.0 104.0 7.20 7.40 7.60 7.80 8.00
5000 ' m/z 134.15 32.35%
31.0 51.0
79.0
S A AN RS RS RS RS RS LRSS LA SRASS RN RA
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 23.32%
5000
33.0 44.0 0.0 105.0
0 ‘ 609 ‘ 00 ‘ | 115.0 ]
miz--> % % e % @ % 1 110 130 10 14 720 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknownl10.08 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.08 3.76 ng 93657 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Succinic acid. 3-pentvl propvl e... 230 C12H2204 1000324-94-9 47
2 Acetoxvacetic acid. 4-nitrophenv... 239 C10H9NO6 1000307-54-5 45

3 1.3.4-Thiadiazol-2-amine 101 C2H3N3S 004005-51-0 42
4 2.3.4-Trimethvl-d-xvlose 192 C8H1605 1000130-00-4 39
5 D-Xylose, 3,4,5-tri-0O-methyl- 192 C8H1605 069502-90-5 39
Abundance Scan 1156 (10.079 min): BG035669.D (-1149) (-) m/z 43.15 100.00%
43.1 101.2
5000
9.80 10.00 10.20 10.40
bt oo M2 1981 A3 h/z 101.15  87.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #85765: Succinic acid, 3-pentyl propy! ester
101.0
5000
143.0 9.80 10.00 10.20 10.40
m/z 73.15 50.02%
43.0
0'“*““ﬂ““ UL UL L WL L L WL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance
430 1010
9.80 10.00 10.20 10.40
5000 m/z 45.15 27.88%
139.0
L L S S L L L BN L
m/z--> 50 100 150 200 250 300 350 400
Abundance #4009: 1,3,4-Thiadiazol-2-amine
101.0 9.80 10.00 10.20 10.40
m/z 41.25 17.94%
5000
45.0
0ﬂ4gmﬂ""""I""I""I" L AL LA SR
m/z--> 50 100 150 200 250 300 350 400 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_M
Quant Title : 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 Benzothiazole Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.51 7.49 ng 186758 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 72
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 72
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 58
5 Adenine 135 C5H5N5 000073-24-5 53

Abundance Scan 1400 (11.513 min): BG035669.D (-1393) (-) m/z 135.10 100.00%

135.1
5000 108.1
69.2

11. 20 11. 40 11. 60 11. 80

451 | . B8D 182.1 240.3

0...,....',.'.'..',....,:...,....,...',....,....,.... Rt m/z 108.05 36.93%
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #15454:; Benzothiazole
135.0
5000 LI L L L LB L BN B |
108.0 11.20 11.40 11.60 11.80
69.0 m/z 69.15 20.66%
260 %% || w0
Ot P e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135.0
11.20 11.40 11.60 11.80
5000 m/z 82.05 14.22%
108.0
69.0
45.0 90.0
B N U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106063: 3-Allylbenzothiazolium bromide
135.0 11.20 11.40 11.60 11.80
m/z 91.15 12.22%
5000 41.0
108.0
69.0
o R N Y M R S - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 6 o-Cyanobenzoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .39 2.71 ng 96649 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvanobenzoic acid 147 C8H5NO2 003839-22-3 91
2 Phthalimide 147 C8H5N02 000085-41-6 90
3 1H-Isoindole-1.3(2H)-dione. 2-(Ch... 177 C9H7NO3 000118-29-6 83
4 Phthalimidomethvl 3-methoxvbenzoate 311 C17H13NO5 1000224-82-4 83
5 N-[2-Acetamidoethylthio]phthalimide 264 C12H12N203S 025158-14-9 83
Abundance Scan 1890 (14.391 min): BG035669.D (-1884) (-) m/z 76.15 100.00%
76.2
147.1
104.1
5000
50.1
14.00 14.20 14.40 14.60 14.80
o a2 443 2051 1 sz 147.10 0 75.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22472: o-Cyanobenzoic acid
76.0 147.0
104.0
5000 50.0

14.00 14.20 14.40 14.60 14.80
m/z 104.10 59.39%

0 28.0 Il Ly " L | |
L L S L SN R WL L BRI S LN IR WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
76.0 147.0
104.0
14.00 14.20 14.40 14.60 14.80
5000 m/z 103.15 47 .27%
50.0
28.0
S S L L L UL WL B B L WL B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43540: 1H-Isoindole-1,3(2H)-dione, 2-(hydroxymethyl)-
76.0 14.00 14.20 14.40 14.60 14.80
147.0 m/z 50.15 35.38%
104.0
5000 50.0
ol 20 ol Lo | amo
m/z--> 2IO 4IO 6IO 8I0 l(I)O 12IO 14I10 160 180 ZCI)O 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 Benzoic acid, p-tert-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.48 2.22 ng 79225 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 90
2 Benzoic acid. 4-acetvl-. methvl ... 178 C10H1003 003609-53-8 80
3 Propofol 178 C12H180 002078-54-8 64
4 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 59
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 59
Abundance Scan 1905 (14.479 min): BG035669.D (-1901) (-) m/z 163.15 100.00%
168.2
5000
91.2
41.1 l 283 14.20 14.40 14.60 14.80
T AP T - l A 20er 8L 483 Tz 91.15 27.93%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #43767: Benzoic acid, p-tert-butyl-
163.0
5000
14.20 14.40 14.60 14.80
410 910 m/z 135.10 22 .56%
0 "“Lf“mt'ﬂﬁgqpl""l'"'l""l""l'”'l""l'
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
163.0
14.20 14.40 14.60 14.80
5000 m/z 164.15 13.84%
430 1030
L S L L DL L UL WL LI
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #43977Pr0p0f0| LI L L L LN LA
168.0 14.20 14.40 14.60 14.80
m/z 178.15 12.33%
5000
121.0
27"9\\ 7‘4\.\0{ i \\. wl
m/z-> 0 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 8 2(3H)-Benzothiazolone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.35 2.42 ng 106554 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 91
2 Urea. N-(1.2.3-benzothiadiazol-5... 306 C15H22N40S 1000318-87-5 38
3 Imidazo(l.2-a)pvrimidine., 6-meth._.. 151 C7H9N30 026955-11-3 38
4 1.2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 35
5 Benzene, fluoro- 96 C6H5F 000462-06-6 27
Abundance Scan 2223 (16.347 min): BG035669.D (-2219) (-) m/z 96.15 100.00%
1.2
5000
16.00 16.20 16.40 16.60
0 LS 20 R e 2elS 338 "m/z 151.15  95.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000
16.00 16.20 16.40 16.60
69.0 m/z 123.05 63.81%
o}fﬂhmﬁwmﬂumﬂpn.””.ﬁ.””.”.””.”.””.”w””“”w””“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
123.0
16.00 16.20 16.40 16.60
5000 151.0 m/z 70.15 19.25%
41.0
o 69.0 96.0 177.0203.0 278.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24752: Imidazo(1,2-a)pyrimidine, 6-methyl-5-0x0-1,2,3,5-t...
151.0 16.00 16.20 16.40 16.60
m/z 122.15 14 _30%
5000
44.0 122.0
94.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 9 Oxazolidin-2-one, 4-hydroxy... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.96 2.25 ng 99121 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxazolidin-2-one. 4-hvdroxv-4.5.... 316 C18H24N203 1000276-64-3 53
2 Cvclohex-2-enone. 2-butvrvl-3-I2... 352 C22H28N202 1000302-14-2 53
3 6-OQuinolinamine. 2-methvl- 158 C10H10N2 065079-19-8 50

4 4-Aminoauinaldine 158 C10H10NZ2 006628-04-2 47
5 Spiro[2H-1-benzopyran-2,2"-[2H]i... 495 C31H33N303 077031-67-5 42
Abundance Scan 2327 (16.958 min): BG035669.D (-2323) (-) m/z 158.15 100.00%
158.2
5000
231.3 AL E e M
115.2 16.60 16.80 17.00 17.20
43.1 89.0 188.3
) I B e Y l 28 3338 m/z 174.15  21.29%
m/z--> 50 100 150 200 250 300 350
Abundance #158047: Oxazolidin-2-one, 4-hydroxy-4,5,5-trimethyl-3-[2-...
158.0
5000
16.60 16.80 17.00 17.20
m/z 159.10 17.71%
298.0
400 740 1150 | |188.02150  269.0° |
T e e
m/z--> 50 100 150 200 250 300 350
Abundance
158.0
16.60 16.80 17.00 17.20
5000 m/z 231.25 15.59%
o 430 770 1150 194.0222.0250.0 281.0309.0 _ 352.0
T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #29559: 6-Quinolinamine, 2-methyl-
158.0 16.60 16.80 17.00 17.20
m/z 115.15 8.35%
5000
0.0 130.0
52.0 /9.
T T e —
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 10 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.53 ng 155851 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Octadecanoic acid 284 C18H3602 000057-11-4 58
Abundance Scan 2555 (18.298 min): BG035669.D (-2552) (-) m/z 73.15 100.00%
431 |
5000
213.3 AU B s e e e
157.2 1852 2%3%% 328.9 18100 1820 18.40 18.60
0! y - m/z 57.15 77 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
5000 AR S B DU

18 00 18. 20 18 40 18 60
129.0 256.0 m/z 43.15  76.26%
!

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 73.0
R RmE
18.00 18.20 18.40 18.60
5000 129.0 m/z 60.15 72.07%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84455: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
m/z 55.15 63.18%
43.0
5000 129.0
185.0
228.0
| ‘ M‘J\ | 1 [157:0)
Olnuﬂnqﬂh.”N”L.m.””.”.nuhn.””.”.”u.”.unpn. R RmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 11 2-Mercaptobenzothiazole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.66 28.10 ng 1239500 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 96
2 2-Methoxvthiobenzamide 167 C8HINOS 042590-97-6 53
3 5-Fluoro-2-methvl-benzothiazole 167 C8H6FNS 000399-75-7 52
4 Thioduanine 167 C5H5N5S 000154-42-7 50
5 1,3-Benzodioxole, 5-nitro- 167 C7H5NO4 002620-44-2 47

Abundance Scan 2617 (18.662 min): BG035669.D (-2609) (-) m/z 167.05 100.00%

167.1
5000
69.2 109.1

18.40 18.60 18.80 19.00

39.1
ol St by | gy ) 20832423 2811 8971 77770910 13.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #36043: 2-Mercaptobenzothiazole
167.0
5000 LA L L L L O B L B

18. 40 18 60 18 80 19. OO
69.0 109.0 m/z 69.15 11.47%

300 )|
oty o 4y
m/z--> 50 100 150 200 250 300 350 400
Abundance
167.0

18.40 18 60 18 80 19.00

134.0

5000 ' m/z 108.10 10.65%
60.0 104.0
ol ety ey A
m/z--> 50 100 150 200 250 300 350 400
Abundance #36089: 5-Fluoro-2-methyl-benzothiazole LA E s e ma e
167.0 18. 40 18 60 18 80 19. 00

m/z 168.05 10.01%

69.0
0 31'0\ vl ‘ Iy iy ‘

T
m/z--> 50 100 150 200 250 300 350 400 18. 40 18 60 18 80 19. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 12 3-Octadecene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.03 ng 156227 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 92
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 91
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 83
Abundance Scan 3071 (21.329 min): BG035669.D (-3067) (-) m/z 83.15 100.00%
83.2
43.3
5000
1671 2213 g 43253 cua 2100 2020 2140 2160
Oty : m/z 57.15 94 .10%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104188: 3-Octadecene, (E)-
69.0
5000 L DU BRI BRI B
29.0 110 21,00 21.20 21.40 21.60
m/z 55.15 88.06%
ob 1 | \\h ‘\‘ “\ 1 154 01960 2520
m'z-> 0 50 2%0 300 350 400 450 500
Abundance
55.0
21.00 21.20 21.40 21.60
5000 m/z 69.15 76.80%
97.0
0 140-0181.0 224.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcohol I e A RE REmEE T
434 83 21.00 21.20 21.40 21.60
: m/z 97.15 70.70%
5000
25.0
oy l , 167.0210.0  280.0
m'z-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 13 Octaethylene glycol monodod... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.95 5.36 ng 276370 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octaethvlene alvcol monododecvl ... 538 C28H5809 003055-98-9 59
2-T2-12-12-12-12-12-12-12-12-12-. .. 546 C24H50013 1000352-12-7 49
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 49
2-I2-12-12-12-12-12-12-12-(2-Hvd... 458 C20H42011 1000352-12-6 43
5 1-Chloro-3-methoxy-propan-2-ol, ... 238 C10H23CI102Si 1000373-19-3 43
Abundance Scan 3347 (22.950 min): BG035669.D (-3339) (-) m/z 45.15 100.00%
44,
5000 ¢wwNAWMMV/MJ/fNMMWMmeWWMMM
17702153 279.1 22.60 22,80 23.00 23.20

o 341.2 3916 m/z 89.15  57.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238332: Octaethylene glycol monododecy! ether
45.0

5000 89.0 N REEEE ma e
22.60 22.80 23.00 23.20
1330 m/z 87.15 51.11%
o il N\ ok om0mm0 200
mz-> 0 50 250 300 350 400 450 500
Abundance
45.0
N
89.0 22.60 22.80 23.00 23.20
5000 m/z 71.20 39.11%
133.0
177.0
o 221.0 265.0 309 0  383.0427.0 503.0
e e e R e
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth... L SRR RRS R
45.0 22.60 22.80 23.00 23.20
0
89.0 m/z 73.15 34.07%
5000
133.0
ool Ll 1770221026503090 415.0 459.0
B B e e R e o
mz-> 0 50 100 150 200 250 300 350 400 450 500 2260 22'80 23.00 2320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71618\
Data File : BG035669.D

Aca On 16 Jul 2018 14:41

Operator : JU/SJ

Sample : J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 14 2-[2-[2-[2-[2-[2-[2-[2-[2-[--- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.63 2.28 ng 118173 Perylene-di12 24.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T2-T2-T2-12-12-12-12-12-12-(2-... 502 C22H46012 1000352-13-2 59
2 2-T2-T2-T2-T2-T2-T2-(2-Hvdroxvet. .. 370 C16H3409 005117-19-1 59
3 2-T2-T2-T2-T2-T2-T2-T2-T2-T2-T2-. .. 546 C24H50013 1000352-12-7 59
4 2-T2-T2-12-T2-T2-T2-T2-T2-(2-Hvd. .. 458 C20H42011 1000352-12-6 59
51,4,7,10,13,16-Hexaoxanonadecane. .. 320 C16H3206 1000163-65-3 59
Abundance Scan 3803 (25.629 min): BG035669.D (-3796) (-) m/z 45.15 100.00%
441
89.2

5000

25.40 25.60 25.80 26.00

0 m/z 89.15 76 .48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth...
45.0
89.0
5000 LA L L L L L
133.0 25.40 25.60 25.80 26.00
m/z 207.15 44 _12%
ol ] “\‘ L M70221.0 265.0 309.0 415.0 459.0
T ] T T T T e T e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45.0
R I B e BB
89.0 25.40 25.60 25.80 26.00
5000 ' m/z 71.20 42 .04%
133.0
0 177.0 221.0 283.0 327.0
L e R E E R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238881: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)... R I B B
45.0 25.40 25.60 25.80 26.00
m/z 43.15 36.31%
89.0
5000
133.0
177.0
okl Ll | 221.0265.0 309.0  383.0 427.0 503.0
R e o e e e e e R I B e BB
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71618\
Data File : BG035669.D

Acq On 16 Jul 2018 14:41

Operator : JU/SJ

Sample - J3964-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
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]
2-Pentanone, 4-hy... 5.17 7.3 ng 122231 1 8.06 333781 20.0
unknown? .59 7.59 126.5 ng 2110390 1 8.06 333781 20.0
unknown10.08 10.08 3.8 ng 93657 2 10.86 498498 20.0
Benzothiazole 11.51 7.5 ng 186758 2 10.86 498498 20.0
o-Cyanobenzoic acid 14 .39 2.7 ng 96649 3 14.68 714391 20.0
Benzoic acid, p-t... 14.48 2.2 ng 79225 3 14.68 714391 20.0
2(3H)-Benzothiazo... 16.35 2.4 ng 106554 4 17.42 882232 20.0
Oxazolidin-2-one, ... 16.96 2.3 ng 99121 4 17.42 882232 20.0
n-Hexadecanoic acid 18.30 3.5 ng 155851 4 17.42 882232 20.0
2-Mercaptobenzoth... 18.66 28.1 ng 1239500 4 17.42 882232 20.0
3-Octadecene, (E)- 21.33 3.0 ng 156227 5 21.69 1030470 20.0
Octaethylene glyc... 22.95 5.4 ng 276370 5 21.69 1030470 20.0
2-[2-[2-[2-[2-[2--.. 25.63 2.3 ng 118173 6 24.90 1036690 20.0
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