LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 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 3.182 12 16 28 rvB 56821 99307 5.81% 1.218%
2 3.734 106 110 118 rBvV 12048 21737 1.27% 0.267%
3 5.144 344 350 361 rVB 17478 31346 1.83% 0.385%
4 5.608 420 429 440 rBV 324855 557308 32.59% 6.837%
5 7.212 694 702 719 rVB 343034 649141 37.97% 7.964%

7.588 756 766 778 rBV 314237 575917 33.68% 7.065%
8.058 840 846 852 rBV 68569 115890 6.78% 1.422%
8.381 893 901 909 rBV 247447 445280 26.04% 5.463%
204342 388380 22.71% 4._.765%
10.878 1316 1326 1333 rBV 90581 168721 9.87% 2.070%
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11 13.317 1734 1741 1755 rBV 557833 902067 52.76% 11.067%
12 14.139 1875 1881 1890 rBV 48930 76629 4.48% 0.940%
13 14.698 1969 1976 1985 rVB2 154543 253119 14.80% 3.105%
14 16.184 2221 2229 2243 rBV3 505687 773108 45.22% 9.484%
15 17.441 2437 2443 2453 rBV2 234264 363967 21.29% 4._465%

16 18.305 2585 2590 2601 rBV2 25531 43792 2.56% 0.537%
17 19.568 2798 2805 2813 rBV3 9940 18981 1.11% 0.233%
18 20.044 2880 2886 2892 rBV 1333986 1709812 100.00% 20.976%
19 21.319 3098 3103 3111 rBv4 34261 66403 3.88% 0.815%

20 21.719 3164 3171 3182 rVB 270228 451500 26.41% 5.539%

21 25.015 3722 3732 3749 rVB 152070 438893 25.67% 5.384%

Sum of corrected areas: 8151298
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 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

Abundance TIC: BG038516.D

1200000
1000000
800000
600000

400000 561 7.21 5 g

8.38 923

200000
.18 8.06 10.88
%k 3.73 5.14

e R B A e o L L L L o L

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038516.D

2004
1200000

1000000
800000

600000{ 13.32
16.18

400000

17.44 2L72

200000 14.70
14.14 A 18.31 19.57 21.32

O o B o o o AL e e o o LA e

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: BG038516.D

1200000

1000000

800000

600000

400000

200000 25.01

e T A B, L A B

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\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 17.14 ng 99307 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 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 7
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 5

Abundance Scan 16 (3.182 min): BG038516.D (-12) (-) m/z 73.00 100.00%
74.0
5000 43.0
55.0 87.0
3.20 3.30 3.40 3.50 3.60
- et e e m/z 43.00 43.52%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 R IURRA UL UL IR R
43.0 3.20 3.30 3.40 3.50 3.60
550 87.0 m/z 55.00 27.46%
29.0
0 1] AN .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 3.20 3.30 3.40 3.50 3.60
5000 ' m/z 87.00 26.98%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 30 40 50 60 70 8 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol R A RARREEEREE R
73.0 3.20 3.30 3.40 3.50 3.60
55.0 m/z 45.00 13.74%
43.0
5000
270
15.0 w‘ “ 81.0
0"|"”|"'w'"'w'"|”"|'”'|"”|"'w""w"
m/z--> 10 70 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 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 unknown3.73 Concentration Rank 5

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

3.73 3.75 ng 21737 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 43
2 3-Ethvl-2-pentanol 116 C7H160 000609-27-8 43
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 109 (3.728 min): BG038516.D (-106) (-) m/z 45.00 100.00%
43.0
5000
R
3.40 3.60 3.80 4.00
61.0
Obrr e e e e e e || M7z 43.00 18 82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #944: R-(-)-1,2-propanediol
48.0
5000 USRS SR R
3.40 3.60 3.80 4.00
29.0 m/z 44_.00 9.85%
Ot .J?ﬁ;?..l!ﬂ....,:|!:.,.. .??:9. .,.ZGKP,...., R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8337: 3-Ethyl-2-pentanol
48.0
340 360 380 400
5000 m/z 39.10 3.98%
70.0
55.0
o 290 | 830 1010 1150
miz--> b % % 4 & 7o 8 % 10 10 13
Abundance #939: Propylene Glycol
48.0 3.40 3.60 3.80 4.00
m/z 42.10 3.65%
5000
10 %0 610 750
0|||||‘||‘|||||||||||||||||||| T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 5.41 ng 31346 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 40
2 Diacetamide 101 C4H7NO2 000625-77-4 36
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Oxirane. T(1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 9
5 3,3-Dimethylbutylamine 101 C6H15N 015673-00-4 7

Abundance Scan 349 (5.138 min): BG038516.D (-344) (-) m/z 43.00 100.00%
43.0
5000 590
o O 450 5ho 520 Sh0 |
-+t m/z 59.00 50.87%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL R LS IR ¥
59.0 480 500 520 540
m/z 58.00 18.01%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0
480 5.00 5.20 5.40
5000 59.0 m/z 101.00 15.75%
73.0
101.0
o 28.0 Al 510 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LS L B LR AL B
43.0 480 5.00 5.20 5.40
m/z 40.00 6.21%
5000
58.0
150 579 N 7%.0 100.0
o R B
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 99.39 ng 575917 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Amphetaminil 250 C17H18N2 017590-01-1 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
4 Cvclopropanamine. 1-phenvl- 133 C9H1IN 1000351-26-2 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
Abundance Scan 766 (7.588 min): BG038516.D (-756) (-) m/z 131.90 100.00%
131.9
5000 68.0
40.0 9.0 720 740 7.60 7.80 8.00
01 m/z 68.00 41.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 A ARASERARSS RS RAARE RN

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.89%

63.0
15.0 m 3%.0 ol A ||87'9 104..0
L T T e R AR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0
L Rma s o e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.77%
105.0

0 510 70 159.0 178.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R A mam
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.64%

5000 67.0
41.0 97.0
“‘ \HH\\ \‘ 1130 Il

0...,....,...‘.,. L B L s e s e e e o B
m/z--> 20 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.41 ng 43792 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 76
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2591 (18.311 min): BG038516.D (-2585) (-) m/z 73.00 100.00%
430, 30
157.0 185.0
orl 256.2 18.00 18.20 18.40 18.60
0! m/z 55.00 86.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

.0

129.0

5000
18.00 18.20 18.40 18.60

m/z 43.00 80.41%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 60.00 78.37%

0! .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 57.00 63.29%
5000 1290
185.0 228.0
97.0
bl | T 157.0
ok ,”..J”. T [T T PO e e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038516.D

Aca On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample : J6331-31

Misc :

ALS Vial : 13 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 7 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.32 2.94 ng 66403 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 3103 (21.319 min): BG038516.D (-3098) (-) m/z 55.00 100.00%
580
97.0
5000
F39'1 207.9 21.00 21.20 21.40 21.60
ol b m/z 57.00 95.06%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000
21.00 21.20 21.40 21.60
m/z 43.00 79.12%
0l14.0 \ 390 1810 308.0
m/z--> 50 100 1éo 260 250 360 3éo '
Abundance #155046: 1-Heneicosanol
580 oo 4
21.00 21.20 21.40 21.60
5000 m/z 83.00 73.89%
NELLR S H | | 1390 1820 2040 2660
m/z--> §0 160 1éo 260 2éo 360 3éo '
Abundance #215904: Octacosanol
57.0 21.00 21.20 21.40 21.60
97.0 m/z 97.00 63.14%
5000 l L
0 27,0 H b F?'? 181.0 222.0252.0 292.0322.0 362.0392.0
m/z--> §0 160 1éo 260 2éo 360 3éo ' 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121218\
Data File : BG038516.D

Acq On : 13 Dec 2018 2:39

Operator : JU/SJ

Sample - J6331-31

Misc :

ALS Vial : 13 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.18 17.1 ng 99307 1 8.06 115890 20.0
unknown3.73 3.73 3.8 ng 21737 1 8.06 115890 20.0
2-Pentanone, 4-hy... 5.14 5.4 ng 31346 1 8.06 115890 20.0
unknown? .59 7.59 99.4 ng 575917 1 8.06 115890 20.0
Pentadecanoic acid 18.31 2.4 ng 43792 4 17.44 363967 20.0
1-Docosene 21.32 2.9 ng 66403 5 21.72 451500 20.0
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