LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58 Instrument :
Operator : JU/SJ BNA_G

Sample - J6492-03 ClientSampleld :
Misc - QNWP8-EQUIP.BLANK
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 G\METHODS\8270-BG121218 .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 3.185 12 16 21 rvB2 28680 41173 1.62% 0.370%
2 3.243 21 26 36 rvB 64491 102348 4.02% 0.919%
3 3.355 40 45 54 rvB 33015 50944 2.00% 0.457%
4 4.724 273 278 285 rVB 143965 235205 9.24% 2.112%
5 5.141 344 349 359 rBV3 23598 44012 1.73% 0.395%

5.611 422 429 439 rBvY 210823 351126 13.79% 3.152%
7.215 693 702 713 rBV 104510 197436 7.75% 1.772%
rBv 481972 872576 34.26% 7.833%
8.061 839 846 854 rBV 85164 148847 5.84% 1.336%
8.379 890 900 909 rBV 397878 729273 28.64% 6.547%
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N

11 9.236 1038 1046 1059 rBvV 344554 645309 25.34% 5.793%
12 10.752 1295 1304 1318 rBV 47166 104872 4.12% 0.941%
13 10.876 1318 1325 1334 rVB 119892 220601 8.66% 1.980%
14 13.314 1733 1740 1753 rBV 1032209 1671992 65.65% 15.010%
15 14.695 1968 1975 1986 rVB3 204301 339007 13.31% 3.043%

16 16.187 2222 2229 2239 rBV3 781723 1242075 48.77% 11.151%
17 17.444 2435 2443 2453 rBV2 249736 401738 15.77% 3.607%
18 19.154 2729 2734 2742 rBV4 16491 30209 1.19% 0.271%
19 20.047 2880 2886 2898 rBV 1861053 2546711 100.00% 22.863%
20 21.728 3165 3172 3181 rVB 265733 444813 17.47% 3.993%

21 22.474 3292 3299 3307 rVB2 19834 36241 1.42% 0.325%

22 23.179 3413 3419 3427 rVB 31963 59393 2.33% 0.533%

23 23.990 3550 3557 3567 rBV3 34778 78939 3.10% 0.709%

24 24.953 3713 3721 3726 rBv4 30876 79908 3.14% 0.717%

25 25.036 3726 3735 3746 rVB 134071 388298 15.25% 3.486%

26 26.093 3908 3915 3928 rVvB4 22739 76111 2.99% 0.683%
Sum of corrected areas: 11139157
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

ﬁ?ggle - J6492-03 ONWPS-EQUIP.BLANK
ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG038806.D

1500000

1000000

7.59
500000 8.38

9.24

5.61
4.72 7.22 10.88

6 ) 514 8,06 10

Time--> 3.50 400 450 500 550 600 650 7.00 750 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038806.D

20,05

1500000

13.31
1000000

16.19

500000

21.73
14.69 17.44

19.15 22.47

O e L e o L B o o B L LA e B

Time--> 13.00 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 TIC: BG038806.D

1500000

1000000

500000

25.04
23.18 23.99 24&}5{5 26.09

I R A RAEEA AR B L e AR RAEARE

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 8

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

3.18 5.53 ng 41173 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 39
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 37
5 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 33

Abundance Scan 15 (3.179 min): BG038806.D (-12) (-) m/z 73.00 100.00%
74.0
43.0
5000
87.0

3.20 3.30 3.40 3.50 3.60

ety e M/Z 43.00  56.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 3.20 3.30 3.40 3.50 3.60
550 87.0 m/z 55.00 32.93%
29.0
w.nwp.nﬂhhw.”.“.”,d.w.”.“.”,”.w.”.“.”,”.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
73.0
L s W
3.20 3.30 3.40 3.50 3.60
5000 59.0 m/z 87.00 26.47%
87.0
43.0
200 1L 1020
B e LI B o o B e R ANEEEEEEEEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol N S S SRENEEE L SR
73.0 3.20 3.30 3.40 3.50 3.60
87.0 m/z 40.95 13.94%
5000 41.0 55.0
29.0 H
H\ ‘ I L ‘ A \‘ ! I 970 1120 1290
B e e e L  RAREEE s e e e S RRAEE Ras
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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-Propanone, l1l-chloro- Concentration Rank 4

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

3.24 13.75 ng 102348 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. 1l-chloro- 92 C3H5CIO 000078-95-5 87
2 Chloroacetamidine 92 C2H5CIN2 020846-52-0 59
3 Acetvl chloride 78 C2H3CIO 000075-36-5 9
4 Pentane. 2-methvl- 86 C6H14 000107-83-5 5
5 Aziridine, 2,2-dimethyl- 71 CAHON 002658-24-4 5

Abundance Scan 25 (3.238 min): BG038806.D (-21) (-) m/z 43.00 100.00%
43.0
5000

570 71.0 100 920 3.20 3.30 3.40 3.50 3.60 3.70
VY| S VOO SN N £ SN . m/z 71.00 11.64%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2407: 2-Propanone, 1-chloro-
43.0
5000
3.20 3.30 3.40 3.50 3.60 3.70
m/z 42.00 10.53%
2.0 92.0
|| 1 35.0 | ; §1.0 77.0 "
T L o i o o o LA e o B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2398: Chloroacetamidine
43.0
3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 49.00 8.31%
92.0
28.0
7o “r ) 810 e40 700
I L o o i o o o o L e o o B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #990: Acetyl chloride R R RN R RN R
43.0 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.00 7.01%
15.0
5000
260 350 63.0
S P T O NN R 1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1-Butene, 2-chloro-3-methyl- Concentration Rank 6

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

3.36 6.85 ng 50944 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2-chloro-3-methvl- 104 C5HOCI 017773-64-7 91
2 3-Methvl-3-chloro-1-butene 104 C5HOCI 002190-48-9 83
3 2-Butene. 2-chloro-3-methvl- 104 C5HOCI 017773-65-8 64
4 2-Butvne. 1l-methoxv- 84 C5H80 002768-41-4 45
5 1-Butene, 3-chloro-2-methyl- 104 C5HOCI 005166-35-8 40

Abundance Scan 46 (3.361 min): BG038806.D (-40) (-) m/z 41.00 100.00%
41.0 69.0
5000 530 j\
| 889 1039 320 340 360  3.80
e bl e e e | mZZ 69.00 99 10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4857: 1-Butene, 2-chloro-3-methyl-
41.0 69.0
5000 53.0 104.0 P+
320 340 3.60 3.80
21.0 ‘ ‘ 89.0 m/z 53.00 50.51%
"|'“'|'”’W'“*IL“'N‘L'l”*LI'J%?“"l“"|“J'|“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4841: 3-Methyl-3-chloro-1-butene
41.0 69.0 NA
S NN A L LA N
320 340 3.60 3.80
m/z 39.00 37.18%
5000 530 o
21.0 104.0
o0 e el 80
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4844: 2-Butene, 2-chloro-3-methyl- e e
41.0 69.0 320 340 3.60 3.80
m/z 67.00 15.03%
5000 53.0 104.0
27.0 89.0
"I'”'I'”'I'”'I'”'I'”'I'”'I'zq?”"l”"I”"I”' /x'ln"'l""l""l'
m/z--> 10 40 50 70 80 90 100 110 320 340 360 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown4.72 Concentration Rank 3

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

4.72 31.60 ng 235205 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 38
2 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 9
3 Propanediamide 102 C3H6N202 000108-13-4 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9

Abundance Scan 277 (4.718 min): BG038806.D (-273) (-) m/z 59.00 100.00%
5d.0
5000 43.0 j\
S RARAERARE RS RARRY
| 71.0 91.9 10|7'0 4.40 4.60 4.80 5.00
T T T A e e e e e m/z 43.00 40.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3895: 4-Pentene-2-ol, 2-methyl
59.0
5000 R L R L LA
43.0 440 460 480 500
m/z 41.00 15.85%
31.0
. .70.0 85.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14333: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59.0
43.0 4.40 460 4.80 5.00
5000 m/z 107.00 15.33%
31.0
150 | 700 830 4030 117.0 1330
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4186: Propanediamide B e
59.0 440 460 4.80 5.00
m/z 39.00 5.52%
44.0
5000
102.0
170 #0 ‘ 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.14 5.91 ng 44012 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 64
2 Diacetamide 101 C4H7NO2 000625-77-4 38
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 349 (5.141 min): BG038806.D (-344) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 60 1o|1.o 480 500 520 5.40
B e el L e A e R R e m/z 59.00 53.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 520 5.40
59.0 1010 m/z 101.00 16.21%
ZZ'.O. LA || 69.0 830 920
m/z--> 10 20 30 40 50 60 70 85 90 100 110 120
Abundance #4023: Diacetamide
43.0
480 500 520 540
5000 59.0 m/z 58.00 16.03%
73.0
101.0
28.0 A | 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.34%
5000 41.0 101.0
29.0
1507308”’1170
m/z--> 10 20 40 50 60 70 80 90 100 110 120 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 117.25 ng 872576 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 3H-Benzol4.51imidazoll.2-cloxazo... 218 C12H14N202 1000316-99-9 12
4 Benzenebutanal. .gamma..4-dimethvl- 176 C12H160 004895-19-6 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 766 (7.591 min): BG038806.D (-756) (-) m/z 131.90 100.00%
131.9
96.0 UG L LS L
40.0 7.20 7.40 7.60 7.80 8.00
e e eee || m/z 68.00  39.53%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 LRI UL LS L B
7.20 7.40 7.60 7.80 8.00
70.0 m/z 133.90 33.72%
31.0
HLW!A'L““H“'H'“'V"|“'w'”"'“ | SRABY SRR SRS SRS B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.70%
e )]
b |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75642: 3H-Benzo[4,5]imidazo[1,2-c]oxazol-1-one, 3,3,3a-tr... e A
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.59%
5000
4.0 650 920 o 15?0 2180
m/z--> 40 60 80 1(')0 120 140 160 180 200 220 240 260 280 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1H-Indazole, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.75 9.51 ng 104872 Naphthalene-d8 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 58
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 53
3 5-Aminoindole 132 C8H8N2 005192-03-0 53
4 Xenon 132 Xe 007440-63-3 53
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 50
Abundance Scan 1304 (10.752 min): BG038806.D (-1295) (-) m/z 131.90 100.00%
131.9
5000 69.0 /L\
40.1 520 104.0 10.40 10.60 10,80 11.00
m/z 69.00 41 _29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14499: 1H-Indazole, 3-methyl-
13%.0
5000 AR N UL SOV I
10,40 10.60 10.80 11.00
0
400 510 630 770 104.0 m/z 133.90 33.92%
'W'”'P'”I”'Mw“'w"lm“"“h"%ag”l”'W'”'P'”l"W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
10.40 10.60 10.80 11.00
5000 m/z 66.00 17.77%
69.0
57.0
39.0 | ‘ ‘ 89.0 103.0 ‘
'W'”W'”W'”jw”wﬁ'”P'“P'”I””““mlﬂhwlﬁﬂ”'w"W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 10.40 10.60 10.80 11.00
m/z 104 .00 15.87%
5000
104.0
140 270 300 510 0710 54 | 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.18 2.67 ng 59393 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Octadecane 254 C18H38 000593-45-3 83
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 3419 (23.179 min): BG038806.D (-3413) (-) m/z 57.00 100.00%

57.0
J lesj-o 10 120 ss o 22180 23100 2320 2340

e | | m/z 43.00 61.86%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000 T
22.80 23.00 23.20 23.40

m/z 71.00 48.14%

141.0 183.0 225.0

281.0

337.0 394.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.00 39.03%
99.0
LAl 1410 1830 254.0
ettt
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0 22.80 23.00 23.20 23.40
m/z 55.00 23.24%
5000
99.0
‘ || | | ; 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0

m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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

141.1 176 206.9 282.9 3549 23.60 23.80 24.00 24.20 24.40
m/z 43.00 65.26%

m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0

5000 R e R e
23. 60 23. 80 24. OO 24. 20 24 40

m/z 71.00 47 .96%

Peak Number 10 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.99 4_.07 ng 78939 Perylene-d12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3557 (23.990 min): BG038806.D (-3550) (-) m/z 57.00 100.00%

57.0

27‘}0J. l 1 || 141.0 1830 225.0 267.0 309.0 380.0

Tl R B A B e e IR e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.00 38.91%
99.0
270 | | || 4 p4r0 1830 2250 267.0 309.0 3650
— . T T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0 23.60 23.80 24.00 24.20 24.40
m/z 55.00 22.42%
5000
99.0
27.0) | o | | | 11O 183.0 2250 267.0 309.0 3660

m/z--> 50 100 150 200 250 300 350 23. 60 23. 80 24. 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24 .95 4.12 ng 79908 Perylene-d12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Docosane 310 C22H46 000629-97-0 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87

Abundance Scan 3720 (24.947 min): BG038806.D (-3713) (-) m/z 57.00 100.00%

57.0
5000

99.0
1329 1690 211.1 266.8 340.8 24. 60 2480 2500 25. 20
N l"' P D s m/z 43.00 69.31%

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0

5000 R L
24,60 24.80 25.00 25.20

m/z 71.00 53.36%

.0
39.0
Al ll | 4 J4F0 1830 " 2680 3080 3520

2
T L I T I‘ T I T T I T T 1 T L T T T I L T
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
24.60 24.80 25.00 25.20
5000 m/z 85.00 40.11%
27,0 lt\.t 1410 1830 2250 267.0 309.0 352.0
i A
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0 24.60 24.80 25.00 25.20
m/z 41.00 22 .80%
5000
99.0
270, | | | tl.\.}4%0‘ 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG122118\

Data File : BG038806.D

Aca On - 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle i J6492-03 ONWP8-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.09 3.92 ng 76111 Perylene-di12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 80
2 Octacosane 394 C28H58 000630-02-4 74
3 Docosane 310 C22H46 000629-97-0 72
4 Nonane. 5-(1l-methvlpropvI)- 184 C13H28 062185-54-0 72
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 72
Abundance Scan 3914 (26.087 min): BG038806.D (-3908) (-) m/z 57.00 100.00%
>0 /\J\v.\/v
' 25.80 26.00 26.20 2640
m/z 43.00 55.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 LI B SUGIN SRR B
%m%m%m%m
m/z 71.00 51.44Y%
113.0 169.0 225.0 281.0 337, 03930 4630 56106150
m/z--> éo 100 150 200 250 300 350 400 4éo 500 séo 660
Abundance #209566: Octacosane
57.0
25.80 26.00 26.20 26.40
5000 m/z 84.95 32.69%
L1130 169.0 225, 0 281.0 337.0 304.0
m/z--> éo 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #153222: Docosane
57.0 25.80 26.00 26.20 26.40
m/z 55.00 20.59%
5000
R0 169.0 2250 3100
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 25.80 26. 00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG122118\

Data File : BG038806.D

Acq On = 22 Dec 2018 3:58

Operator : JU/SJ

a?ggle : J6492-03 ONWPS-EQUIP.BLANK
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
Butane, 2-methoxy... 3.18 5.5 ng 41173 1 8.06 148847 20.0
2-Propanone, 1-ch... 3.24 13.8 ng 102348 1 8.06 148847 20.0
1-Butene, 2-chlor... 3.36 6.8 ng 50944 1 8.06 148847 20.0
unknown4 .72 4.72 31.6 ng 235205 1 8.06 148847 20.0
2-Pentanone, 4-hy... 5.14 5.9 ng 44012 1 8.06 148847 20.0
unknown7 .59 7.59 117.3 ng 872576 1 8.06 148847 20.0
1H-Indazole, 3-me... 10.75 9.5 ng 104872 2 10.88 220601 20.0
Octacosane 23.18 2.7 ng 59393 5 21.73 444813 20.0
Heptacosane 23.99 4.1 ng 78939 6 25.04 388298 20.0
Heptadecane, 9-oc... 24.95 4.1 ng 79908 6 25.04 388298 20.0
Tetratetracontane 26.09 3.9 ng 76111 6 25.04 388298 20.0
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