LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\

Data File : BG033509.D

Aca On : 3 Apr 2018 4:46 Instrument :
Operator : SJ/JU BNA_G

Sample - J2114-04 ClientSampleld :
Misc - 032718-DBRI-F-U-B
ALS Vial : 32 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 3.482 26 33 43 rBV 133764 275007 7.16% 1.844%
2 3.570 43 48 57 rvB 82063 131338 3.42% 0.881%
3 5.773 415 423 433 rBV2 24515 47752 1.24% 0.320%
4 6.296 505 512 530 rBV 130417 311780 8.12% 2.091%
5 7.982 793 799 808 rBV2 88423 222643 5.80% 1.493%

8.376 858 866 877 rBvV 293482 632931 16.48% 4.245%
8.864 943 949 961 rBV2 85497 193387 5.04% 1.297%
9.193 994 1005 1022 rBV 481726 983070 25.60% 6.593%
10.062 1143 1153 1176 rBV 362508 873636 22.75% 5.859%
11.743 1428 1439 1455 rBV 144173 319955 8.33% 2.146%

=
QO ~NO®

11 14.105 1832 1841 1857 rBV 1392362 2361298 61.48% 15.835%
12 14.898 1972 1976 1984 rBV 33498 54096 1.41% 0.363%
13 15.479 2069 2075 2086 rBV2 325356 553029 14.40% 3.709%
14 16.954 2319 2326 2342 rBV 785514 1373009 35.75% 9.208%
15 18.212 2532 2540 2554 rBV 468252 808367 21.05% 5.421%

16 19.005 2671 2675 2684 rBV4 24537 46102 1.20% 0.309%
17 20.726 2962 2968 2980 rBV 2676544 3840741 100.00% 25.757%
18 22.066 3191 3196 3205 rBv4 60596 118038 3.07% 0.792%
19 22.554 3271 3279 3293 rBV2 453711 903448 23.52% 6.059%
20 26.320 3907 3920 3937 rBV 251096 861887 22.44% 5.780%

Sum of corrected areas: 14911514
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LSC Report - Integrated Chromatogram

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

Data File : BG033509.D

Aca On : 3 Apr 2018 4:46

Operator : SJ/JU

ﬁ?ggle i J2114-04 032718-DBRI-F-U-B
ALS Vial : 32 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: BG033509.D
2500000

2000000
1500000

1000000

9.19
500000 10.06

8.38

3487 577 630 7.98 8.86 11.74
0 :

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033509.D

2073
2500000

2000000

1500000 14.10

1000000
16.95

500000 18.21 22.55

15.48

14.90 ‘\ 19.00 22.07
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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: BG033509.D

2500000

2000000

1500000

1000000

500000
26.32

O B AR B L L AR RARAE RaE L L 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 : BG033509.D

Aca On : 3 Apr 2018 4:46

Operator : SJ/JU

ﬁ?ggle i J2114-04 032718-DBRI-F-U-B
ALS Vial : 32 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 13.58 ng 131338 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 64
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 48 (3.570 min): BG033509.D (-43) (-) m/z 73.00 100.00%
7B

5000 43 /\\w
- 87

| 340 3.60 3.80 4.00
S 1 B ROV SN O m/z 43.00 40.16%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L N L LB L B
43 3.40 3.60 3.80 4.00
55 87 m/z 87.00 29.87%
29
Ll 35 ‘M‘\ ‘ 67 | |, 80
e o o o L
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
e L o e
3.40 3.60 3.80 4.00
5000 43 m/z 55.00 22 .64%
58
O T e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1995: Silane, tetramethyl- T P

7. 340 360 3.80 4.00
m/z 71.10 11.91%

5000
43
oL 2 15 % 3 || 535 e | 88 AN

T
m/z--> 0 10 20 30 40 50 60 70 80 90 3.40

I
3.60 3.80 4.00

8270-BG031918.M Tue Apr 03 13:15:44 2018 Page: 3



Library Search Compound Report

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

Data File : BG033509.D

Aca On : 3 Apr 2018 4:46

Operator : SJ/JU

ﬁ?ggle i J2114-04 032718-DBRI-F-U-B
ALS Vial : 32 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.77 4.94 ng 47752 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 422 (5.767 min): BG033509.D (-415) (-) m/z 42.95 100.00%
48
59
5000
101
W | 540 560 5.80 6.00 6.20
-yttt e m/z 59.00 62.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 SRR LR SRR A
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 17.80%
15 31 101
0 ‘ Tl i 50 \‘ 83
LR AR IS LS RS RS IS I I R SIS RS LS A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
540 560 580 600 6.20
5000 m/z 58.00 14 .04%
27 41
20 83 101
o 15 51 91 112 129
wwmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59 540 5.60 5.80 6.00 6.20
m/z 41.00 13.30%
41
5000
86
69
0"W'”'P'”I“'Wlh'P'hi“'“'“'l”'%'”}Q%”I“'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

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

Data File : BG033509.D

Aca On : 3 Apr 2018 4:46

Operator : SJ/JU

ﬁ?ggle i J2114-04 032718-DBRI-F-U-B
ALS Vial : 32 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 4 unknown8.38 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.38 65.46 ng 632931 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 16
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 867 (8.382 min): BG033509.D (-858) (-) m/z 132.00 100.00%
132
5000 68 /\\““
96 SRR A
40 289 354 8m Mosmsmosm
0 b b - b m/z 68.00 46 .84%

m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 A
8.00 8.20 8.40 8.60 8.80

70 m/z 134.00 34 .35%

31 51
S o
m/z--> 50 100 150 200 250 300 350
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 m/z 66.00 32.49%
39 & i
115
ot L 222 0
m/z--> 50 100 150 200 250 300 350
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 20.72%

5000
104
63
39{
Ll wii b ‘
LA N S e B B N S S B O B B B R N R B B B L B B N N B

m/z--> 50 100 150 200 250 300 350 8.00 820 8.40 8.60 8.80

o
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Library Search Compound Report

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

Data File : BG033509.D

Aca On : 3 Apr 2018 4:46

Operator : SJ/JU

ﬁ?ggle i J2114-04 032718-DBRI-F-U-B
ALS Vial : 32 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 6 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .07 2.61 ng 118038 Chrysene-di12 22 .55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 68
5 17-Pentatriacontene 491 C35H70 006971-40-0 58
Abundance Scan 3197 (22.072 min): BG033509.D (-3191) (-) m/z 55.00 100.00%
55 83
5000
111
]139 168191 238 265 341 415 21.80 22.00 22.20 22.40
0! T A Y T TP ,'.l..'. S m/z 57.00 94 _.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l
21.80 22.00 22.20 22.40
m/z 83.00 91.23%
29
oL \‘ ‘\ 1 “ |07 195 222 250 280 308 336
m/z--> 50 100 150 260 2%0 360 3éo 460
Abundance
43
69
97 21.80 22.00 22.20 22.40
5000 m/z 43.05 85.93%
121
o 153 181 224 250 297
m/z--> §o 160 1%0 200 250 360 3éo 460
Abundance #155046: 1-Heneicosanol LA R Ban e R e e
55 83 21.80 22.00 22.20 22.40
m/z 68.95 82 .59%
5000 111
29
139
oLl ,|,J| ,JL, [ 16719 2826624
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\

Data File : BG033509.D

Acq On : 3 Apr 2018 4:46

Operator : SJ/JU

3?22'6 i J2114-04 032718-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.57 13.6 ng 131338 1 8.86 193387 20.0
2-Pentanone, 4-hy... 5.77 4.9 ng 47752 1 8.86 193387 20.0
unknown8 .38 8.38 65.5 ng 632931 1 8.86 193387 20.0
n-Tetracosanol-1 22 .07 2.6 ng 118038 5 22.55 903448 20.0
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