LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037366.D

Aca On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample : J5524-05

Misc :

ALS Vial : 10 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-BG101118.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 3.771 78 82 91 rvB 29363 49985 1.01% 0.182%
2 5.192 318 324 335 rVB 52623 87612 1.77% 0.319%
3 5.651 393 402 413 rBVY 1248842 2053428 41.54% 7.469%
4 7.255 666 675 691 rBVY 1349752 2459082 49.74% 8.945%
5 7.637 732 740 752 rBVY 1204829 2131352 43.12% 7.753%
6 8.113 814 821 834 rVB 211110 376436 7.61% 1.369%
7 8.436 867 876 886 rBV 874797 1558662 31.53% 5.669%
8 9.288 1013 1021 1033 rBV 748998 1397328 28.27% 5.083%
9 10.933 1294 1301 1312 rVB 297743 563245 11.39% 2.049%
10 13.371 1708 1716 1730 rBVY 2092778 3373626 68.25% 12.271%

11 14.188 1849 1855 1862 rBV 258225 380593 7.70% 1.384%
12 14.746 1942 1950 1958 rBV2 518224 863509 17.47% 3.141%
13 16.232 2195 2203 2213 rBV 1674898 2685642 54.33% 9.769%
14 17.490 2410 2417 2428 rBV2 732426 1145597 23.17% 4.167%
15 18.353 2558 2564 2575 rBV 111184 183283 3.71% 0.667%

16 19.205 2703 2709 2718 rBV2 62687 104029 2.10% 0.378%
17 19.617 2772 2779 2784 rBV4 44102 70905 1.43% 0.258%
18 20.093 2853 2860 2868 rBV 3633626 4943403 100.00% 17.981%
19 21.385 3075 3080 3088 rBV 138499 214121 4_.33% 0.779%
20 21.773 3139 3146 3159 rVB 695215 1214999 24.58% 4._.419%

21 21.943 3171 3175 3185 rVB 41027 62309 1.26% 0.227%

22 22.572 3277 3282 3289 rBV2 36806 65654 1.33% 0.239%

23 23.283 3397 3403 3412 rBV3 52237 104010 2.10% 0.378%

24 24.117 3539 3545 3554 rBV3 39555 95652 1.93% 0.348%

25 25.116 3704 3715 3727 rBV 430061 1227082 24.82% 4_.463%

26 26.297 3909 3916 3926 rVB4 26857 80577 1.63% 0.293%
Sum of corrected areas: 27492121
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037366.D

Aca On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample : J5524-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037366.D
3500000
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2500000
2000000
1500000 7.25

1000000 8.44
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8.11 10.93
3.77 5.19
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG037366.D
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2000000
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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: BG037366.D
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3000000
2500000
2000000
1500000
1000000
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R R R L L N R AR L o L L e e L AR
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037366.D

Aca On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample : J5524-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 1 (S)-(+)-1,2-Propanediol Concentration Rank 6

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

3.77 2.66 ng 49985 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 1-Butene. 4-methoxv 86 C5H100 004696-30-4 9
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 2-Butanol. (R)- 74 C4H100 014898-79-4 9
5 2-Butanol 74 C4H100 000078-92-2 9

Abundance Scan 82 (3.771 min): BG037366.D (-78) (-) m/z 45.00 100.00%
44.0
5000

3.40 3.60 3.80 4.00 4.20

39.0 60.9 85.9
.wupuwuququupmpuqJ!uuwupuﬁuququupmpuqmquu, m/z 43.00 15.02%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45.0
5000 LI L L L L L L LB L B
3.40 3.60 3.80 4.00 4.20
m/z 43.95 6.20%
190 310 390|| 550610 75.0
e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1748: 1-Butene, 4-methoxy
45.0
e
3.40 3.60 3.80 4.00 4.20
5000 m/z 60.90 5.37%
29.0
20 390 | %0 o g
e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #939: Propylene Glycol e
45.0 3.40 3.60 3.80 4.00 4.20
m/z 46.00 2.61%
5000
31.0
130190250, 39.0 550610670 76.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 340 3.60 380 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037366.D

Aca On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample : J5524-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 4.65 ng 87612 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 47
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 25

Abundance Scan 324 (5.192 min): BG037366.D (-318) (-) m/z 43.00 100.00%
43.0
59.0
5000
60 1°|1-° 480 500 520 5.40 5.60
B e e L e T S e m/z 59.00 52.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L RIS R R
59.0 480 500 520 540 560
m/z 58.00 21.35%
S Y NSO | N - Y ot
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 5.60
5000 m/z 101.00 15.85%
410 101.0
S B . TR M . N S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e R
59.0 480 500 520 5.40 5.60
m/z 41.00 7.70%
5000
41.0
..,....,...HHM...H:ku?%?ul:i....7?9.,.5@9,....J....“
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037366.D

Aca On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample : J5524-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 3 unknown7.64 Concentration Rank 1

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

7.64 113.24 ng 2131350 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 741 (7.643 min): BG037366.D (-732) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 T T T T T T T T
40.0 54.0 J 7.40 7.60 7.80 8.00
agro_ | a0 o m/z 68.00 41.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LR AR AR RARRE A
7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.53%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
740 760 7.80 8.00
5000 67.0 m/z 66.00 27.60%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R SR ERREEEE e
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.03%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037366.D

Aca On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample : J5524-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.35 3.20 ng 183283 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 2563 (18.348 min): BG037366.D (-2558) (-) m/z 73.00 100.00%
43.0 | 73.0
5000 129.0 J\Nﬂ,w
970 213.0 STV .. GV
#‘“‘ ' 157.0 1850 256.1 hg0 g 18.00 18.20 18.40 18.60
: m/z 60.00 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 RS ARRADARUUAREE

18. OO 18 20 18 40 18.60
256.0 m/z 43.00 84.94%

83.0
J‘“ 157.0 1850 213.0 .
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43.0 73.0

18,00 1820 18.40 18.60
5000 m/z 57.00 82.52%
| ‘ [

129.0 242.0
97.0 199.0
‘ 9.017L.0
-l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #72646: Tridecanoic acid

43.0 73.0 18.00 18.20 18.40 18.60

' m/z 55.00 68.98%
5000
129.0
214.0
|
M e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037366.D

Aca On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample : J5524-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 6 Oxalic acid, isobutyl hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.39 3.52 ng 214121 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 87
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
Abundance Scan 3081 (21.391 min): BG037366.D (-3075) (-) m/z 57.00 100.00%
57.0
5000 97.0
21.00 21.20 21.40 21.60 21.80
39.0
b A L l.’i.f 1.1928 23902819 8849 | m/z 43.00 77.32%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
21.00 21.20 21.40 21.60 21.80
97.0 m/z 55.00 62.74%
.| ” || 1390 2240 2690
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57.0
97.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.00 60.25%
39.0
| ‘ ’ “ |, 18202240 2890 3250 476.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0 21.00 21.20 21.40 21.60 21.80
m/z 70.95 50.33%
5000 97.0
196.0
8“%390280
m/z-> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101618\
Data File : BG037366.D

Acq On : 16 Oct 2018 19:27

Operator : JU/SJ

Sample - J5524-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_M
Quant Title : 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]
(S)-(+)-1,2-Propa. .. 3.77 2.7 ng 49985 1 8.11 376436 20.0
2-Pentanone, 4-hy... 5.19 4.7 ng 87612 1 8.11 376436 20.0
unknown? .64 7.64 113.2 ng 2131350 1 8.11 376436 20.0
n-Hexadecanoic acid 18.35 3.2 ng 183283 4 17.49 1145600 20.0
Oxalic acid, isob... 21.39 3.5 ng 214121 5 21.77 1215000 20.0
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