LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG040218\

Data File : BG033505.D

Aca On - 3 Apr 2018 2:16 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
3?22'6 J2114-16 032718-SIDIF-)E-U-S
ALS Vial : 28 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 G\METHODS\8270-BG031918.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 3.481 26 33 43 rBV 154967 309906 7.26% 1.874%
2 3.570 43 48 60 rvB 95201 151578 3.55% 0.917%
3 6.296 505 512 525 rBV 164678 367985 8.62% 2.225%
4 7.982 793 799 818 rBV 95920 289098 6.77% 1.748%
5 8.376 857 866 883 rBV 338087 762372 17 .85% 4.610%
6 8.863 942 949 963 rBV 94432 218883 5.13% 1.324%
7 9.198 998 1006 1018 rBV 495765 1004340 23.52% 6.074%
8 10.062 1145 1153 1179 rBV 401828 934094 21.88% 5.649%
9 11.742 1433 1439 1451 rBV 149846 325467 7.62% 1.968%
10 14.104 1832 1841 1852 rBVY 1370536 2387569 55.91% 14.439%
11 14.897 1969 1976 1982 rBvV 57113 93349 2.19% 0.565%
12 15.479 2068 2075 2086 rVB3 325642 582065 13.63% 3.520%
13 16.243 2200 2205 2211 rvVB2 44544 61351 1.44% 0.371%
14 16.954 2319 2326 2339 rBvV 936286 1596562 37.39% 9.655%
15 17.095 2346 2350 2359 rvB2 39237 67175 1.57% 0.406%

16 18.211 2533 2540 2552 rBV 496879 857814 20.09% 5.188%
17 19.010 2671 2676 2684 rBV5 45425 80441 1.88% 0.486%
18 20.732 2963 2969 2984 rBV 2983866 4270094 100.00% 25.823%
19 22.066 3192 3196 3211 rBV 97887 185405 4_.34% 1.121%
20 22.553 3272 3279 3294 rBV2 482314 972406 22.77% 5.881%

21 24.427 3590 3598 3604 rVB3 41825 94710 2.22% 0.573%
22 26.313 3909 3919 3940 rVB2 272842 923272 21.62% 5.583%

Sum of corrected areas: 16535936
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033505.D

Aca On : 3 Apr 2018 2:16

Operator : SJ/JU

ﬁ?ggle i J2114-16 032718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033505.D

2500000
2000000
1500000

1000000

9.20
500000 3.38 10.06

3487 6.30 7.98 8.86 1L.74

O L o SR | SN

Time--> 3.50 4.00 4.50 5.00 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG033505.D

20.73

2500000
2000000
1500000 14.10

1000000 16.95

18.21 22.55

500000 15.48

14.90 J\ 16.24 7.09 19.01 22.01

0 £ A <
LI B [ B O L B L B N L N O N N O O [ L N N N B B B B B N B

Time--> 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: BG033505.D

2500000

2000000

1500000

1000000

500000
26.31

24.43
O AR R B s L L EARARERAR Ramas L e

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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033505.D

Aca On : 3 Apr 2018 2:16

Operator : SJ/JU

ﬁ?ggle i J2114-16 032718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 13.85 ng 151578 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 23
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 48 (3.570 min): BG033505.D (-43) (-) m/z 73.00 100.00%
7B
5000 43
LA UL N N
340 360 3.80 4.00
o...J‘,J-..'..,....,.1.72].,....24,7....,....3;‘32. m/z 43.00 41.97%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA TR N N
43 340 360 3.80 4.00
m/z 87.00 30.09%
0 l\w ‘\
LI SRLL L WL UL UL I WL B
m/z--> 50 100 150 200 250 300 350
Abundance
73
a1 340 360 380  4.00
5000 m/z 54.95 26.71%
15 97
N L e WL S L S L L A
m/z--> 50 100 150 200 250 300 350
Abundance #7506: 2-Methyl-5-hexen-3-ol e
7B 340 360 3.80 4.00
m/z 71.00 12.49%
55
5000
27‘
m/z--> 50 100 150 200 250 300 350 340 360 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033505.D

Aca On : 3 Apr 2018 2:16

Operator : SJ/JU

ﬁ?ggle i J2114-16 032718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.38 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.38 69.66 ng 762372 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 867 (8.382 min): BG033505.D (-857) (-) m/z 132.00 100.00%

132
5000

800 820 840 860 880
01 m/z 68.00 48 .56%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132
69

104

5000 T
8.00 8.20 8.40 8.60 8.80

51 78 m/z 66.00 31.84%

31 49
0 ‘ 1 H 1N 1
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80
5000 97 m/z 134.00 31.67%

70
o 7 g6 105 116

wwwwmwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14503: 1H-Benzimidazole, 2-methyl- R RRRRe
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 20.16%

5000
63 90 104
- Nl A A - SR N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80

31 445 60

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033505.D

Aca On : 3 Apr 2018 2:16

Operator : SJ/JU

ﬁ?ggle i J2114-16 032718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.11 ng 61351 Acenaphthene-d10 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 80
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 72
Abundance Scan 2205 (16.243 min): BG033505.D (-2200) (-) m/z 57.05 100.00%
57
43
5000
16.00 16.20 16.40 16.60
(o} m/z 43.00 68.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 HRIURA AU SUNILA BUURRN B
16.00 16.20 16.40 16.60
29 m/z 71.00 49 .42%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57
43
71 16.00 16.20 16.40 16.60
5000 a5 m/z 84.95 42 _.07%
29 9%
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #83023: Hexadecane
57 16.00 16.20 16.40 16.60
43 m/z 40.95 35.00%
71
5000 85
29 99 113
0 Y 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033505.D

Aca On : 3 Apr 2018 2:16

Operator : SJ/JU

Sample : J2114-16

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Heneicosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.07 3.81 ng 185405 Chrysene-di12 22.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
4 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI1303 1000314-56-2 91
5 Cyclopentadecane 210 C15H30 000295-48-7 90

Abundance Scan 3197 (22.071 min): BG033505.D (-3192) (-) m/z 55.05 100.00%
56
83
5000 111
207 21.80 22.00 22.20 22.40
139 249 283 : : : :
ol b 28 20 3 n/z 57.05  84.69%
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol
55
5000
21.80 22.00 22.20 22.40
m/z 68.95 74 .42%
29 139
oL dd ] L m 150 167 196 238 266 204
m/z--> 50 150 200 250 300
Abundance
57
83
21.80 22.00 22.20 22.40
5000 111 m/z 43.00 72.17%
29
o 140 165182 210 537255 306
m/z--> " s0 100 150 200 250 300
Abundance #191698: Bromoacetic acid, hexadecy! ester R = A S S
43 21.80 22.00 22.20 22.40
69 m/z 83.00 69.74%
97
5000
123
1 A \\\ [EER L
m/z--> 50 200 250 300 21.80 22.00 22.20 22.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

\\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\

BG033505.D

3 Apr 2018 2:16

SJ/Ju

J2114-16

28 Sample Multiplier: 1

032718-SIDI-E-U-S

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

|--Internal Standard---|
| # RT Resp Conc]

Butane, 2-methoxy. .. 3.57

unknown8.38
Tetradecane
1-Heneicosanol

1
8.38 6
16.24
22.07

ng 151578
ng 762372
ng 61351
ng 185405
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1 8.86 218883 20.0
1 8.86 218883 20.0
3 15.48 582065 20.0
5 22.55 972406 20.0
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