LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 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-BG052919 .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 3.126 3 6 15 rvv 292516 515907 12.86% 2.493%
2 3.208 15 20 35 rVvB 1114960 1673115 41.71% 8.086%
3 5.652 430 436 450 rvB 259733 428130 10.67% 2.069%
4 7.256 702 709 719 rVB 178151 316867 7.90% 1.531%
5 7.644 767 775 783 rBV 489733 848681 21.16% 4.102%
6 8.120 849 856 863 rBV 216118 369312 9.21% 1.785%
7 8.443 903 911 919 rBV 660502 1167563 29.11% 5.643%
8 9.295 1048 1056 1064 rBV 616710 1104155 27.53% 5.336%
9 10.940 1329 1336 1344 rBV 285831 512906 12.79% 2.479%
10 13.373 1739 1750 1759 rBVY 1750592 2605541 64.96% 12.592%

11 14.189 1883 1889 1897 rBvV 140184 212748 5.30% 1.028%
12 14.754 1976 1985 1998 rVB2 465099 802056 20.00% 3.876%
13 16.134 2214 2220 2226 rVB5 24809 41728 1.04% 0.202%
14 16.234 2230 2237 2247 rBV 928616 1411372 35.19% 6.821%
15 17.491 2445 2451 2462 rVB2 641528 1019488 25.42% 4.927%

16 18.343 2591 2596 2607 rBV 227210 356351 8.88% 1.722%
17 19.613 2807 2812 2817 rBV 137944 188740 4.71% 0.912%
18 20.088 2885 2893 2899 rBV 3054002 4011191 100.00% 19.386%
19 21.369 3107 3111 3121 rBV6 58553 131482 3.28% 0.635%
20 21.775 3172 3180 3187 rBV 695886 1173225 29.25% 5.670%

21 22.544 3306 3311 3316 rVB3 52451 79992 1.99% 0.387%
22 23.261 3427 3433 3438 rBV3 45369 86707 2.16% 0.419%
23 23.455 3461 3466 3474 rVB6 21244 46473 1.16% 0.225%

24 24.084 3567 3573 3583 rVB 80756 168526 4._.20% 0.814%
25 25.112 3734 3748 3764 rVB2 386654 1239754 30.91% 5.992%

26 26.228 3931 3938 3951 rVB5 38312 122507 3.05% 0.592%
27 27.638 4173 4178 4187 rVB10 18081 56870 1.42% 0.275%

Sum of corrected areas: 20691387
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040999.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.21 90.61 ng 1673120 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 33
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 20 (3.208 min): BG040999.D (-15) (-) m/z 73.00 100.00%
7B ?
5000 43
3.20 3.30 3.40 3.50 3.60
8 |, &8 128 236 2% | "m/z 43.00 38.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
3.20 3.30 3.40 3.50 3.60
m/z 87.05 28.33%
'”W?l'ﬂ”ﬁ"WAQW”'W”'W”'W“”I”” SRS SR AR SN BRAR &
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1877: Acetamide, N-ethyl-
30
3.20 3.30 3.40 3.50 3.60
5000 87 m/z 55.00 27 .20%
15 72
“ﬂlm“vé“VJ'P“W'“W“'W““V'“V“"”"“'“'WH“V'“V
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 12.73%
5000 55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 3

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

7.64 45.96 ng 848681 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 20
5 Isoquinoline, 1,2,3,4-tetrahydro... 216 C14H20N2 200413-62-3 12

Abundance Scan 774 (7.638 min): BG040999.D (-767) (-) m/z 132.00 100.00%
132
68
5000
40 916 . 00 388 J6s 740 7.60 7.80 8.00
oo 38 8 22 'm/z 68.00 52.60%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL I I L

7.40 7.60 7.80 8.00
m/z 66.00 37.68%

31
"Jtd' 'l'l" L AL SN SIS UL BULELEL UL SR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl-
132
A
7.40 7.60 7.80 8.00
5000 m/z 134.00 32.95%
104
39 78 \
"“I’PALA !I'“ "I" L LA UL BRI SUL LIS S SO
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methy!- L
132 740 760 780 800

m/z 69.10 23.60%

5000
63 104
1539 4 1

m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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.
18.34 6.99 ng 356351 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2595 (18.338 min): BG040999.D (-2591) (-) m/z 73.00 100.00%

48 73

5000

—

18.00 18.20 18.40 18.60
m/z 43.00 99.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #107549: n-Hexadecanoic acid WJL\
5000 LA L L L L L LB LB B
18.00 18.20 18.40 18.60
0
157,g5213 256 m/z 60.00 89.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
43|73
R e N  RARRN
18.00 18.20 18.40 18.60
5000 129 m/z 41.00 71.48%
171
214
15 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid e T T T
73 18.00 18.20 18.40 18.60
43 m/z 55.05 70.39%
5000 129
185
228
1
15 57
R e i s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.61 3.70 ng 188740 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2812 (19.613 min): BG040999.D (-2807) (-) m/z 43.05 100.00%
48 73
0% JM
19120 19.40 19.60 19.80 20.00
m/z 60.00 86.42%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/87
5000 129
19.20 19.40 19.60 19.80 20.00
9 185 oay 284 m/z 72.95 86.34%
15 a2y |23 | 2,65,\, I
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
73 19,20 19.40 19.60 19.80 20.00
5000 284 m/z 41.05 82.31%
129
185
. lL I b, { T TP e | s am
m/z--> 50 1 o 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid LA e Mt B
60 19.20 19.40 19.60 19.80 20.00
m/z 55.10 76.36%
4
5000 129
H 157 185 213 256
|||||‘ 1'91! “::‘l||||‘||{|‘|||{||||||||||||| L mma
m/z--> 50 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 7 Sulfurous acid, pentadecyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.37 2.24 ng 131482 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 90
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 3111 (21.369 min): BG040999.D (-3107) (-) m/z 57.00 100.00%
g7
71
5000 ai
125 21.00 21.20 21.40 21.60
168183 239
140 203217 266 283 303 77 43 05 28 110
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172312: Sulfurous acid, pentadecyl 2-propy! ester
48
71
5000 LU BRI BRI B B
2100 21.20 21.40 21.60
m/z 71.10 70.61%
2f ‘ | \I 182
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
48
21.00 21.20 21.40 21.60
5000 1 m/z 85.10 50.59%
L SO,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 21.00 21.20 21.40 21.60
m/z 55.00 43.20%
71
5000
97
27 | }\ J || 113 141 168 197 231 261
mz-> 20 45 eb 80 100 120 140 160 180 260 220 240 260 280 300 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG053119\
Data File : BG040999.D

Aca On 1 Jun 2019 6:01

Operator : HP/JU

Sample : K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919.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 8 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.08 2.72 ng 168526 Perylene-di12 25.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane 282 C20H42 000112-95-8 92
3 Pentacosane 352 C25H52 000629-99-2 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 3572 (24.078 min): BG040999.D (-3567) (-) m/z 57.05 100.00%
57
5000 85
113 23.80 24.00 24.20 24.40
168 197 295
—_— | , y b 1008 (97221 288 Asrsm A4S hzz 71.10 63.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
23.80 24.00 24.20 24.40
m/z 43.00 59.89%
29 113
| 1 ] | 141 169 197 225 253 296
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #129492: Eicosane
57
| 23.80 24.00 24.20 24.40
5000 m/z 85.05 49 .61%
85
29
L1 213 141 169 107 225 253 282
m/z--> éo 160 1éo 260 250 300 3%0 460
Abundance #185533: Pentacosane
57 23.80 24.00 24.20 24.40
m/z 54.95 30.72%
5000 85
113
29| | J (W 169180211 239 267 295 33 352

I
m/z--> 50 100 150 200 250 300 350 400 23. 80 24. OO 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG053119\
Data File : BG040999.D

Acq On 1 Jun 2019 6:01

Operator : HP/JU

Sample - K3037-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_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]
Butane, 2-methoxy... 3.21 90.6 ng 1673120 1 8.12 369312 20.0
unknown? .64 7.64 46.0 ng 848681 1 8.12 369312 20.0
n-Hexadecanoic acid 18.34 7.0 ng 356351 4 17.49 1019490 20.0
Octadecanoic acid 19.61 3.7 ng 188740 4 17.49 1019490 20.0
Sulfurous acid, p... 21.37 2.2 ng 131482 5 21.77 1173230 20.0
Heneicosane 24.08 2.7 ng 168526 6 25.11 1239750 20.0
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