LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110119\
Data File : BG043470.D
Aca On 1 Nov 2019 17:57 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 3 K5602-01 20190938-COMPOSITE-A
ALS Vial : 11 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-BG102119.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 3.182 12 16 26 rvB 93448 153746 6.27% 1.174%
2 5.115 337 345 356 rBV 90233 152852 6.23% 1.167%
3 5.596 420 427 440 rBV 425477 775712 31.62% 5.923%
4 7.194 689 699 713 rBV 482831 908161 37.02% 6.934%
5 7.553 752 760 783 rBV 507556 909353 37.07% 6.943%

8.011 831 838 850 rBV 140241 249463 10.17% 1.905%
8.334 885 893 908 rBvV 357376 646088 26.34% 4_.933%
9.175 1028 1036 1055 rBV2 244962 519031 21.16% 3.963%
10.820 1306 1316 1328 rBV 152152 318797 13.00% 2.434%
13.264 1724 1732 1750 rBV 741060 1285132 52.39%% 9.812%

=
QO ~NO®

11 14.092 1867 1873 1884 rBV 72450 138202 5.63% 1.055%
12 14.639 1960 1966 1981 rBV2 304393 519770 21.19% 3.969%
13 16.131 2212 2220 2236 rBV 759770 1292611 52.69% 9.869%
14 17.388 2427 2434 2445 rBV 387615 669895 27.31% 5.115%
15 17.506 2449 2454 2464 rVB3 24188 42390 1.73% 0.324%

16 18.276 2581 2585 2594 rBV4 21546 38610 1.57% 0.295%
17 19.997 2872 2878 2895 rBV 1775445 2453170 100.00% 18.731%
18 21.290 3093 3098 3107 rBV3 81562 154550 6.30% 1.180%
19 21.654 3153 3160 3172 rBV 457278 848833 34.60% 6.481%

20 22.441 3290 3294 3298 rBV7 14884 25109 1.02% 0.192%
21 23.123 3404 3410 3416 rBV5 20873 44433 1.81% 0.339%
22 23.916 3541 3545 3556 rVB4 25223 50803 2.07% 0.388%

23 24.844 3693 3703 3714 rBV2 295575 900457 36.71% 6.875%

Sum of corrected areas: 13097168
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110119\

Data File : BG043470.D

Aca On : 1 Nov 2019 17:57

Operator : JU

ﬁ?ggle - K5602-01 £0190938-COMPOSITE-A
ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.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: BG043470.D

1500000

1000000

500000 560 7.19 7.5

8.33

10.82
.18 5.11 8.01

Time--> 3.50 4.00 450 500 550 600 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043470.D

20,00

1500000

1000000
13.26 16.13

21.65
500000 17.39

14.64

21.29
. 14.09 751 1828 L 22,44

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: BG043470.D

1500000

1000000

500000
24.84

2312 23.92
e R R R R e e e P A RRERE AR R o o e s  RERR

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\BG110119\

Data File : BG043470.D

Aca On : 1 Nov 2019 17:57

Operator : JU

ﬁ?ggle : K5602-01 £0190938-COMPOSITE-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3

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

3.18 12.33 ng 153746 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 16 (3.182 min): BG043470.D (-12) (-) m/z 73.10 100.00%
7B ?
5000
43 g5 87
‘ ‘ 147 179 194 3.20 3.30 3.40 3.50 3.60
ol VP US| S NS AN 1 m/z 43.10 36.27%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 R IUARA AR U IR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 29.81%
A
'I”"I"'W""I"'I'"'P"'I"”I""I”"I""
m/z--> 0 20 80 100 120 140 160 180
Abundance #13739. 2,2,4-Trimethyl-3-pentanol
73
87 R VN UL UL IR R
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.05 29.57%
“ . 99 112 129
0 W""I'”'I"' USRI UL UL LIS UL B
m/z--> 0 80 100 120 140 160 180
Abundance #1995. Silane, tetramethyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.89%
5000
43
o2 1 ® s | 88
m/z--> 0 20 40 60 80 100 120 140 160 180 ' 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\BG110119\

Data File : BG043470.D

Aca On : 1 Nov 2019 17:57

Operator : JU

ﬁ?ggle : K5602-01 £0190938-COMPOSITE-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 12.25 ng 152852 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 344 (5.109 min): BG043470.D (-337) (-) m/z 43.10 100.00%
43
59
5000 j\
T 250 5h0 520 a0 |
83 : : : :
o...,....,....,....l,'!.-..?.l.-!l,....,?.3..,.-...,....-,|....,....,....,....,...., m/z 59.10 54.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI L RS LS UL
59 480 500 520 540
m/z 101.10 21.19%
15 31 101
0 | ol 91 .| 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 13.06%
101
15 58
28l 69 84 ‘
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 520 5.40
m/z 41.10 10.68%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110119\

Data File : BG043470.D

Aca On : 1 Nov 2019 17:57

Operator : JU

ﬁ?ggle : K5602-01 £0190938-COMPOSITE-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.55 Concentration Rank 1

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

7.55 72.90 ng 909353 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 760 (7.553 min): BG043470.D (-752) (-) m/z 132.00 100.00%
5000 68
40 54 o 96 o 207 7.20 7.40 7.60 7.80
o} B T T m/z 68.10 41.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
5000 A LA I UL L I
7.20 7.40 7.60 7.80
104 m/z 66.10 32.42%
14 27 30 51 SR 77 g I 115
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 104 7.20 7.40 7.60 7.80
5000 m/z 134.10 30.78%
31 51
0"'l”LN\“H'lﬁ*ﬂl”"lL"l“"l”"l“"l“"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 7.20 7.40 7.60 7.80
m/z 69.10 17.42%
97
5000
70
31
0...,..‘..,4l4.‘:.l‘..‘..‘,?“?..‘,..%1.?...,....,....,....,.... ‘Mﬁr
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110119\

Data File : BG043470.D

Aca On : 1 Nov 2019 17:57

Operator : JU

ﬁ?ggle : K5602-01 £0190938-COMPOSITE-A
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.64 ng 154550 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91

Abundance Scan 3098 (21.290 min): BG043470.D (-3093) (-) m/z 57.10 100.00%

7 7

5000

:

125 OO AR i
153 181 207 229 psp 282 21.00 21.20 21.40 21.60
m/z 55.10 95.68%

04
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol

(61}
Ol
[o0]
w

5000 111 T e e
21.00 21.20 21.40 21.60

m/z 97.10 95.33%

29
o 14230 167 106 233 266 204
- I T T T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
21.00 21.20 21.40 21.60
5000 11 m/z 83.10 88.31%
29 139
oLl ” | | 4P 167 106 204 252 280 308
— et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 8 21.00 21.20 21.40 21.60
m/z 43.10 84 .30%
- | wAj\WN/\
29 139
ol I‘\ | ) 11 167 105 222 250 280 308 336
e e e T [T T
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG110119\

Data File : BG043470.D

Acq On : 1 Nov 2019 17:57

Operator : JU

ﬁ?ggle - K5602-01 20190938-COMPOSITE-A
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.18 12.3 ng 153746 1 8.01 249463 20.0
2-Pentanone, 4-hy... 5.11 12.3 ng 152852 1 8.01 249463 20.0
unknown? .55 7.55 72.9 ng 909353 1 8.01 249463 20.0
1-Heneicosanol 21.29 3.6 ng 154550 5 21.65 848833 20.0
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