LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022820\

Data File : BF119140.D

Aca On : 28 Feb 2020 19:54 Instrument :

Operator : CG/JU E?Afs el
- _ lentosampleld :

3?22Ie : L1700-01 A

ALS Vial : 12 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 F\METHODS\8270-BF022020.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 3.346 176 214 217 rBVY 322639 2812674 100.00% 11.777%
2 5.357 553 556 582 rBVY 1834653 2111076 75.06% 8.839%
3 6.381 726 730 750 rBVY 2168741 2053040 72.99% 8.596%
4 6.734 786 790 800 rBV 838111 724923 25.77% 3.035%
5 6.886 813 816 820 rBVY 1996227 1881582 66.90% 7.878%
6 7.292 881 885 901 rBVY 1367986 1394022 49.56% 5.837%
7 8.016 1004 1008 1019 rBV 995079 914849 32.53% 3.830%
8 9.086 1186 1190 1194 rBvV 2923128 2548135 90.59% 10.669%
9 9.486 1254 1258 1262 rBV 86051 79448 2.82% 0.333%
10 9.763 1301 1305 1309 rBvV 1217049 1067957 37.97% 4_472%

11 10.551 1435 1439 1454 rBV 1812011 1696432 60.31% 7.103%
12 11.245 1553 1557 1561 rBV 1177712 1039057 36.94% 4_.351%
13 11.780 1645 1648 1656 rBvV2 123930 144151 5.13% 0.604%

14 12.457 1760 1763 1770 rBV 66898 62695 2.23% 0.263%
15 12.557 1778 1780 1786 rBV3 25894 34388 1.22% 0.144%
16 12.686 1797 1802 1809 rBV 65036 65431 2.33% 0.274%

17 12.827 1822 1826 1829 rBV 2742882 2416300 85.91% 10.117%
18 13.727 1975 1979 1988 rBvV2 157558 248906 8.85% 1.042%
19 13.880 1997 2005 2009 rBV 906583 907246 32.26% 3.799%

20 14.045 2027 2033 2037 rBV2 29786 39900 1.42% 0.167%
21 14.351 2081 2085 2090 rBV3 43894 60324 2.14% 0.253%
22 14.645 2131 2135 2138 rBV 58964 59936 2.13% 0.251%
23 14.904 2175 2179 2185 rBV 39312 76454 2.72% 0.320%
24 14.957 2185 2188 2192 rVB 66280 74137 2.64% 0.310%
25 15.192 2224 2228 2234 rVB 25339 35161 1.25% 0.147%
26 15.245 2234 2237 2242 rVB 29186 34762 1.24% 0.146%
27 15.304 2242 2247 2255 rBV 842778 1059375 37.66% 4_.436%
28 15.715 2313 2317 2322 rBV2 54592 80769 2.87% 0.338%
29 15.786 2324 2329 2334 rVB7 20692 44595 1.59% 0.187%
30 16.186 2393 2397 2402 rBV4 25344 40917 1.45% 0.171%
31 16.739 2480 2491 2498 rBV5 19777 74742 2.66% 0.313%
Sum of corrected areas: 23883384
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\

BF119140.D

28 Feb 2020 19:54

CG/JuU

L1700-01

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119140.D

Aca On : 28 Feb 2020 19:54

Operator : CG/JU

Sample : L1700-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Propylene Glycol Concentration Rank 1

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

3.35 77.60 ng 2812670 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 78
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 72
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 40
4 (SH-(+)-1.2-Propanediol 76 C3H802 004254-15-3 9
5 1-Propanol, 2-ethoxy- 104 C5H1202 019089-47-5 9

Abundance Scan 215 (3.351 min): BF119140.D (-176) (-) 45.00 100.00%
45 j
5000
61 3.00 3.20 3.40 3.60
394 53 57 76 86
0"I""I""I""I""I""I""I"':I:#'! |||I||||||| m/z  42.95 21.17%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45

5000 R A RAREE RS s
3.00 3.20 3.40 3.60

m/z 61.00 9.39%

29
. 1519 267 33 3943,| 535761 7376
S O ua I S M v 1 PR GOV 74 B——
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45

3.00 3.20 3.40 3.60

5000 m/z 44.00 5.86%
1519 2731 ggal 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol e AR RaEEE

300 320 340 3.60
m/z 42.00 4_30%

5000
o D
1215 26/ 33 394é‘ 5357 61 76
SN 0 NS RS 1} Y N N N AN

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119140.D

Aca On : 28 Feb 2020 19:54

Operator : CG/JU

Sample : L1700-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.77 ng 144151 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 18
Abundance Scan 1648 (11.780 min): BF119140.D (-1645) (-) m/z 73.00 100.00%
73
60
43
5000 129
1mmﬂl 227 256 11.40 11.60 11.80 12.00
O m/z 60.00 73.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
50007 29 256 AR SN SN SRS B
11.40 11.60 11.80 12.00
213 m/z 43.05 64 .05%
|| I! 143157171185 oo
Ottt
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 g 129 m/z 57.00 57 .37%
87 15 =h 214
99 143157 185
O T T T T T e
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #39472: n-Decanoic acid
60 73 11.40 11.60 11.80 12.00
a1 m/z 41.05 55.12%
5000 129
2
T I | | 101115 | 143 172
0 ,,,‘,‘H,,‘, e —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022820\
Data File : BF119140.D

Aca On : 28 Feb 2020 19:54

Operator : CG/JU

Sample : L1700-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022020.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.49 ng 248906 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1979 (13.727 min): BF119140.D (-1975) (-) m/z 83.10 100.00%

5000 4

:

13.40 13.60 13.80 14.00
m/z 69.10 89.28%

0 153168 194209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester

:

5000

13.I40 13.I60 13.I80 14.IOO
m/z 97.10 86.77%

154169 191 210 238 266 295

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
A R R e,
M 13.40 13.60 13.80 14.00
5000 111 m/z 57.05 83.67%
126
ol 26 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester e AR R R a R T
4 13.40 13.60 13.80 14.00

69 m/z 55.05 75.96%

5000

125

:

153168

196 224
R N EREEEEEEEsmEmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF022820\
Data File : BF119140.D

Acq On : 28 Feb 2020 19:54

Operator : CG/JU

Sample : L1700-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
Propylene Glycol 3.35 77.6 ng 2812670 1 6.73 724923 20.0
n-Hexadecanoic acid 11.78 2.8 ng 144151 4 11.24 1039060 20.0
Dichloroacetic ac... 13.73 5.5 ng 248906 5 13.883 907246 20.0
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