LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO80918\
Data File : BN002268.D

Aca On : 09 Aug 2018 18:10

Operator : JU/SJ

Sample : J4301-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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_ N\METHODS\SOM-EPA-BNO71318MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.252 42 45 54 rvVB 54866 72162 2.01% 0.148%
2 6.863 653 659 672 rBV 824105 1404033 39.12% 2.886%
3 7.028 681 687 699 rBV 734384 1137006 31.68% 2.338%
4 7.222 713 720 732 rVB 893094 1424740 39.70% 2.929%
5 7.687 792 799 807 rBV 933715 1464522 40.81% 3.011%
6 8.387 912 918 937 rBV 936823 1558478 43.42% 3.204%
7 8.834 986 994 1006 rBV 867292 1452223 40.46% 2.986%
8 9.552 1109 1116 1129 rBV 620842 1093032 30.46% 2.247%
9 10.087 1200 1207 1220 rBV 893623 1611154 44.89%% 3.312%
10 10.457 1262 1270 1278 rBV 1223687 2043432 56.94% 4.201%
11 10.604 1286 1295 1304 rBvV 51477 99243 2.77% 0.204%

12 13.728 1820 1826 1830 rBV 1536392 2204161 61.41% 4_.531%
13 13.775 1830 1834 1844 rVB 792756 1106467 30.83% 2.275%
14 14.010 1866 1874 1884 rBV 1833186 2792765 77.81% 5.741%
15 14.316 1919 1926 1940 rVB2 1558736 2324629 64.77% 4._.779%

16 14.534 1956 1963 1971 rBV 266223 515019 14.35% 1.059%
17 15.316 2089 2096 2106 rBV 2293432 3294777 91.80% 6.774%
18 15.439 2112 2117 2130 rBV 411129 606942 16.91% 1.248%
19 16.045 2215 2220 2223 rBV2 27959 39712 1.11% 0.082%
20 16.839 2350 2355 2360 rBV3 31795 50330 1.40% 0.103%

21 17.063 2387 2393 2402 rBV2 1701495 2424527 67.55% 4.984%
22 17.163 2404 2410 2423 rVB 2358107 3239867 90.27% 6.661%

23 17.575 2476 2480 2485 rBV 30341 36335 1.01% 0.075%
24 17.969 2543 2547 2553 rBV3 39499 61980 1.73% 0.127%
25 19.463 2795 2801 2808 rBV 2519296 3454497 96.25% 7.102%
26 19.527 2809 2812 2823 rVB3 26451 63484 1.77% 0.131%
27 20.522 2978 2981 2985 rVB2 33406 37669 1.05% 0.077%
28 21.263 3101 3107 3113 rBV 2067857 2572361 71.67% 5.288%
29 21.427 3131 3135 3140 rBV 50402 58276 1.62% 0.120%
30 21.857 3205 3208 3213 rVB2 55387 63281 1.76% 0.130%
31 22.316 3283 3286 3294 rVB2 67787 101360 2.82% 0.208%
32 22.445 3305 3308 3314 rVB2 44596 62425 1.74% 0.128%
33 22.821 3368 3372 3377 rVB 67565 93696 2.61% 0.193%

34 22.992 3395 3401 3410 rVB 585346 894655 24.93% 1.839%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO80918\
Data File : BN002268.D

Aca On : 09 Aug 2018 18:10

Operator : JU/SJ

Sample : J4301-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA CALIBRATION

35 23.345 3454 3461 3475 rVB2 1927817 3588997 100.00% 7.378%
36 23.486 3478 3485 3498 rVB2 1381607 2617777 72.94% 5.382%

37 24.157 3592 3599 3611 rBV 865296 1816581 50.62% 3.735%
38 25.686 3852 3859 3874 rVB3 395403 1159184 32.30% 2.383%

Sum of corrected areas: 48641779
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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 N\DATA\BNO080918\
BN002268.D

09 Aug 2018 18:10

Ju/sJ

J4301-07

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA N\DATA\BNO80918\
Data File : BN002268.D

Aca On : 09 Aug 2018 18:10

Operator : JU/SJ

Sample : J4301-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA 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 Caprylic anhydride Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.99 6.84 ng/ul 894655 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caprvlic anhvdride 270 C16H3003 000623-66-5 53
2 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 47
3 Octanoic acid. 2.3-dichlorophenv... 288 C14H18C1202 1000330-95-3 42
4 2-Hvdroxv-4-hvdroxvlaminopvrimidine 127 C4H5N302 020555-88-8 42
5 Hexanoic acid, 2-ethyl-, anhydride 270 C16H3003 036765-89-6 42
Abundance Scan 3401 (22.992 min): BN002268.D (-3395) (-) m/z 127.10 100.00%
127.1
57.0
5000
201.1 327.1 22.60 22.80 23.00 23.20 23.40
242.1 - - - - -
ol .||,I. w230, 1 1628 | 2831 | 3712 4610 nso 57.05  67.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #119228: Caprylic anhydride
127.0
5000, 270
22.60 22.80 23.00 23.20 23.40
m/z 43.10 16.85%
, L 171.0 214.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231044: Glycerol tricaprylate
127.0
57.0 LN R SR B
22.60 22.80 23.00 23.20 23.40
5000 m/z 55.00 16.42%
327.0
201.0
|| 242.0 5830 | | 397.0
m/z--> b 160 1%0 200 250 300 350 400 450
Abundance #134170: Octanoic acid, 2,3-dichloropheny! ester L B A L
127.0 22.60 22.80 23.00 23.20 23.40
57.0 m/z 201.10 12.58%
5000
) Y% 2040 2880
m/z--> 50 ﬁ01% 200 250 300 350 400 450 2260 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA N\DATA\BNO80918\
Data File : BN002268.D

Aca On : 09 Aug 2018 18:10

Operator : JU/SJ

Sample : J4301-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.16 13.88 ng/ul 1816580 Perylene-di12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caprvlic anhvdride 270 C16H3003 000623-66-5 47
2 2-Hexene. 1.l1-diethoxv- 172 C10H2002 054306-00-2 43
3 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 40
4 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 38
5 Octanoic acid, 3-fluorophenyl ester 238 C14H19F02 1000330-94-7 37
Abundance Scan 3600 (24.163 min): BN002268.D (-3592) (-) m/z 127.05 100.00%

127.1
57.0
5000

201.1 LI L B

355.3
255.1 311 23. 80 24 00 24. 20 24 40
B 0 U0 YO I = 2 - S - X Y oy 2T, M 79 V17
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119228: Caprylic anhydride
127.0
5000 570 LA L L L L LB L
23.80 24.00 24.20 24.40
m/z 155.10 38.85%
) L 171.0 214.0
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39496: 2-Hexene, 1,1-diethoxy-

127.0
57.0

23.80 24.00 24.20 24.40
5000 m/z 43.10 29.15%

199 “u\ | 1720
L o e e L i o o o e o o o B o
m/z--> 0 5 100 150 200 250 300 350 400 450
Abundance : i

#231044: Glycerol tricaprylate T T T T T

127.0 23.80 24.00 24.20 24.40
570 m/z 55.00 22.44%
5000
327.0
201.0

l 124200830 397.0

SR U5 NSO VI Y NGt~ B S £ S TR
mz-> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA N\DATA\BNO80918\
Data File : BN002268.D

Aca On : 09 Aug 2018 18:10

Operator : JU/SJ

Sample : J4301-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA 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 Sarcosine, N-(1-naphthoyl)-... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
25.69  8.86 ng/ul 1159180  Perylene-d12 23.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 sarcosine. N-(1-naphthovl)-. oct... 355 C22H20NO3 1000321-40-6 62

2 .beta.-Alanine. N-(l-naphthovD)-... 355 C22H29N03 1000321-95-0 58
3 .alpha.-Bromo-2~-acetonaphthone 248 C12H9BrO 000613-54-7 50
4 4-Cvanocinnoline 155 C9H5N3 016470-90-9 50
5 2,5-Pyrrolidinedione, 1-[(2-naph... 269 C15H11NO4 056374-47-1 50
Abundance Scan 3860 (25.692 min): BN002268.D (-3852) (-) m/z 155.10 100.00%
154.1
57.0
5000
J [[3° 2202 e 5D 25,60 2580 2600
283.1 . . . .
N J“,w. e o bt sk £O10 48911 o705 71.65%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #187405: Sarcosine, N-(1-naphthoyl)-, octyl ester
155.0
5000 AR BARAR AN NARRA AR
25.40 25.60 25.80 26.00
355.0 m/z 127.10 63.46%
198.0
43.0 1010 243.0
miz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #187406: .beta.-Alanine, N-(1-naphthoyl)-, octyl ester
155.0
' 25.40 25.60 25.80 26.00
5000 m/z 43.00 39.56%
200.0 3550
a0 880 Y
miz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #100377: .alpha.-Bromo-2'-acetonaphthone R e AR
155.0 25.40 25.60 25.80 26.00
m/z 55.00 27 .58%
5000
250.0
"%%?“ZQQT%?  '|"'?qqq"|"' NSEEBY SRR NEEN RN RS BRI SR SRR B
miz-> 0 50 100 150 200 250 300 350 400 450 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO80918\
Data File : BN002268.D

Acq On : 09 Aug 2018 18:10

Operator : JU/SJ

Sample - J4301-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
= SVOA 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]
Caprylic anhydride 22.99 6.8 ng/ul 894655 6 23.49 2617780 20.0
unknown-01 24.16 13.9 ng/ul 1816580 6 23.49 2617780 20.0
Sarcosine, N-(1-n... 25.69 8.9 ng/ul 1159180 6 23.49 2617780 20.0
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