LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 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\HPCHEM1I\BNA_ N\METHODS\SOM-EPA-BNO81318MA.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 6.852 652 657 669 rVB2 143939 264264 4_.29% 0.519%
2 7.011 679 684 695 rVB 512284 799724 12.98% 1.572%
3 7.205 712 717 730 rVB 518679 863306 14.01% 1.696%
4 7.669 790 796 807 rVB 425333 689700 11.19% 1.355%
5 8.375 910 916 927 rVB 411969 697600 11.32% 1.371%
6 8.816 985 991 1003 rVB 705310 1175803 19.08% 2.311%
7 9.534 1106 1113 1129 rVB 546613 951688 15.45% 1.870%
8 9.805 1152 1159 1175 rVB 135798 285369 4.63% 0.561%
9 10.069 1198 1204 1222 rVB 726261 1364578 22.15% 2.681%
10 10.440 1260 1267 1276 rVB 634682 1068092 17.34% 2.099%
11 10.951 1349 1354 1365 rBvV 28399 77690 1.26% 0.153%

12 12.587 1627 1632 1646 rBV 69405 129143 2.10% 0.254%
13 13.716 1817 1824 1832 rBV 1654040 2354198 38.21% 4.626%
14 13.993 1864 1871 1878 rBV 1880773 2787792 45.25% 5.478%
15 14.298 1917 1923 1932 rBV2 992066 1510562 24.52% 2.968%

16 14.522 1957 1961 1977 rBV 88439 198206 3.22% 0.389%
17 14.745 1991 1999 2011 rBV 400283 645856 10.48% 1.269%
18 15.298 2086 2093 2101 rVB 2433135 3519680 57.13% 6.916%
19 15.428 2109 2115 2128 rBV 780194 1139194 18.49% 2.239%
20 15.869 2185 2190 2195 rBV 250803 303946 4_.93% 0.597%

21 15.922 2195 2199 2204 rVB 500417 610096 9.90% 1.199%
22 16.863 2353 2359 2372 rBV2 115872 256970 4_.17% 0.505%
23 17.045 2384 2390 2399 rBV2 1301194 1923440 31.22% 3.780%
24 17.145 2400 2407 2415 rVVv2 2776712 4026968 65.36% 7.913%
25 17.345 2436 2441 2445 rBV 885822 1079960 17.53% 2.122%

26 17.392 2445 2449 2459 rVB 1881091 2233252 36.25% 4 _.388%
27 19.451 2792 2799 2808 rBV 3556251 4949224 80.33% 9.726%
28 19.833 2861 2864 2868 rVB 78949 84427 1.37% 0.166%
29 20.775 3020 3024 3027 rBV 133261 155013 2.52% 0.305%
30 20.810 3027 3030 3043 rVB 371941 425619 6.91% 0.836%

31 21.245 3099 3104 3113 rVB 2082390 2619330 42.51% 5.147%
32 21.645 3168 3172 3174 rBV 186666 204228 3.31% 0.401%
33 21.680 3174 3178 3184 rVB 430743 516520 8.38% 1.015%
34 22.257 3272 3276 3279 rBV 97540 119695 1.94% 0.235%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 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\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_.M
Title = SVOA CALIBRATION
35 22.298 3279 3283 3288 rVB 78447 99252 1.61% 0.195%

36 22.569 3324 3329 3331 rBV 214103 292487 4._.75% 0.575%
37 22.604 3331 3335 3343 rVB 499561 694101 11.27% 1.364%
38 22.798 3364 3368 3373 rVB2 107322 152269 2.47% 0.299%
39 23.327 3450 3458 3469 rVB 3251841 6161230 100.00% 12.107%
40 23.463 3474 3481 3490 rVB2 1518604 2798396 45.42% 5.499%

41 23.980 3564 3569 3575 rBVY 118614 224389 3.64% 0.441%
42 24.710 3687 3693 3703 rvB2 127201 282001 4._.58% 0.554%
43 25.562 3833 3838 3846 rVB3 64365 153685 2.49% 0.302%

Sum of corrected areas: 50888943

SOM-EPA-BNO81318MA_M Mon Aug 27 15:58:24 2018 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN082418\

BN002525.D

25 Aug 2018 05:33

JussJ

J4628-19

25 Sample Multiplier: 1

> Z:\SVOASRV\HPCHEM1I\BNA_ N\METHODS\SOM-EPA-BNO81318MA.M
- SVOA CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN002525.D

10.07

10.44

10.95

O+
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850 9.00

950

1000 1050 11.00 11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BN002525.D

17.15
15.30

13.99 17.39

13.72

1945

12.00 1250 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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

TIC: BN002525.D

23.33

21.25

?3.46

22.60

500000

21.68
2165

20.81

0

W

222252 2.80

23.98

24.71 25.56
N

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Octanoic acid Concentration Rank 5

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

9.80 5.34 ng/ul 285369 Naphthalene-d8 10.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Octanoic acid 144 C8H1602 000124-07-2 86
3 Octanoic acid 144 C8H1602 000124-07-2 86
4 Hexanoic acid 116 C6H1202 000142-62-1 64
5 Hexanoic acid 116 C6H1202 000142-62-1 59

Abundance Scan 1158 (9.799 min): BN002525.D (-1152) (-) m/z 60.00 100.00%
6d.0
5000 41.0
||| ‘ | 84.1 10|1.0 206.9 9.40 9.60 9.80 10.00 10.20
bl 2069 1 7300 63.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20839: Octanoic acid
6d.0
43.0
5000 RS NARE SRR AN
21.0 9.40 9.60 9.80 10.00 10.20
‘ ‘ 85.0 1010 m/z 41.00 49.71%
0|||||':"|||i|||||'!|'|||||||"!|I||||||||I|il?7|'9|14?.|0|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20837: Octanoic acid
6d.0
9.40 9.60 9.80 10.00 10.20
5000 43.0 m/z 42.95 40.95%
g5.0 101.0
O -W- AL -‘-‘-.“-“---.‘---‘- laoowso
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20840: Octanoic acid
60.0 9.40 9.60 9.80 10.00 10.20
m/z 55.00 39.98%
5000 43.0
270 ‘ 85.0101.0
0 O O 5 S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.75 8.55 ng/ul 645856 Acenaphthene-d10 14.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Dodecanoic acid 200 C12H2402 000143-07-7 90
4 Undecanoic acid 186 C11H2202 000112-37-8 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 76
Abundance Scan 2000 (14.751 min): BN002525.D (-1991) (-) m/z 73.00 100.00%
73.0
43.0 AK\
5000
129.0
157.1 T
97.0 14.40 14.60 14.80 15.00
200.2
0 1330 183.1 m/z 60.00 97.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
43.0
5000 R DA P DU BUNEE B
g5.0 120 1440 1460 14.80 15.00
. : 0
2710 “ 1010 2000 m/z 43.05 72 .85%
0 .|| - | " 172.0
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #61121: Dodecanoic acid
73.0
43.0 14.40 14.60 14.80 15.00
5000 m/z 41.00 70.85%
129.0 200.0
157.0
i Lo ]
oL .|.‘l. ‘\ “ .H M..H‘luu‘l. .‘..‘k‘....‘lu:L.??'.Ol....|..
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #61117. Dodecanoic acid R R s
73.0 14.40 14.60 14.80 15.00
43.0 m/z 55.00 69.27%
5000
129.0 157.0 200.0
| oo \' |
0|||||‘l|||‘|‘||“l“‘|‘l‘|‘||“‘l‘ﬁ|=H‘|“||‘ﬁ‘||||‘||‘i“||||‘||1|7?.|0||||||‘|| TR T T
m/z--> 200 40 60 80 100 120 140 160 180 200 14.40 14.60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA 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 4H-Imidazol-4-one, 2-amino-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.87 3.16 ng/ul 303946 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Imidazol-4-one. 2-amino-1.5-d... 99 C3H5N30 000503-86-6 64
2 Pentanoic acid. 4-oxo-. pentvl e... 186 C10H1803 020279-49-6 64
3 Thiazole. 5-methvl- 99 C4H5NS 003581-89-3 50
4 1H-1.2.3.4-Tetrazol-5-amine. 1-m... 99 C2H5N5 1000338-04-0 50
5 Furan, 2,5-dihydro-2,5-dimethoxy- 130 C6H1003 000332-77-4 50
Abundance Scan 2190 (15.869 min): BN002525.D (-2185) (-) m/z 43.00 100.00%
43.0
99.0
5000
71.0 S AT § U—
115.0 158.0 201.1 15.60 15.80 16.00 16.20
oY SRR SR IR PRSOUSIT IN TE' SSN TR L2 S m/z 99.00 76.84%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3444: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43.0 9d.0
5000 LR BRI BURIILN SRR BUM
71.0 15.60 15.80 16.00 16,20
m/z 71.05 26.70%
Y e e e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49869: Pentanoic acid, 4-oxo-, pentyl ester
43.0
99.0 15.60 15.80 16.00 16.20
5000 m/z 55.00 9.60%
71.0
0 28.0 Ly T , 114.0 141.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3462: Thiazole, 5—methy|— L L L L N B BB
9d.0 15.60 15.80 16.00 16.20
m/z 41.00 8.97%
5000 71.0
39.0
0,.”.&‘“ﬂ‘h.w.,..uhu...,”..,...w....,..”,.. St MR A S
miz--> 20 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 4 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.92 6.34 ng/ul 610096 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinimide 99 C4H5N02 000123-56-8 43
2 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 43
3 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 43
4 Hexanoic acid. anhvdride 214 C12H2203 002051-49-2 43
5 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 40
Abundance Scan 2199 (15.922 min): BN002525.D (-2195) (-) m/z 43.00 100.00%
43.0
5000 99.0 }J\
0 160 1490 0 ppaorid 5160 1660 16,00 1620
0.,....,"....,..-'..,....,'...:,....,....",....,.'...,-.... m/z 99.00 51.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3447: Succinimide
24.0
99.0
56.0
5000 U A SN U BN
15 60 15. 80 16. 00 16.20
m/z 71.05 12.16%
0 . X 72.0 A
L SULELEL SURLELERSN FURLELEL DARLRLELA UL BN UL DU SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72481: Hexanoic acid, anhydride
99.0
43.0 15.60 15.80 16.00 16.20
5000 ’ m/z 159.00 8.90%
71.0
0.,....‘,“...‘.,..‘..,....}..1.1‘??....1‘,‘:?'9?58,'9...1??'9..,....
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #72483: Hexanoic acid, anhydride e e
99.0 15.60 15.80 16.00 16.20
m/z 41.00 6.38%
5000
43.0 71.0
0 270 | 117.0 161.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 2(')0 15. 60 15. 80 16. 00 16 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 5 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.86 2.67 ng/ul 256970 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vinvl caprvlate 170 C10H1802 000818-44-0 35
2 Octanoic acid. 2-octvl ester 256 C16H3202 055193-33-4 32
3 Propanoic acid. 2.2-dimethvl-. o... 214 C13H2602 027751-88-8 25
4 2.2-Dimethvlpropionic acid. dode... 270 C17H3402 131141-69-0 22
5 2,5-Pyrrolidinedione, 3-ethyl-1,... 155 C8H13NO2 013861-99-9 22
Abundance Scan 2358 (16.857 min): BN002525.D (-2353) (-) m/z 43.00 100.00%
5000
16.60 16.80 17.00 17.20
01 m/z 57.00 75.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37906: Vinyl caprylate
5%.0
5000 127.0 ----u---T‘*ﬁTﬁ Trriirr
16.60 16.80 17.00 17.20
410 m/z 127.00 52.23%
o150 || . 5§40 1090 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #107576: Octanoic acid, 2-octyl ester
127.0
16.60 16.80 17.00 17.20
5000 570 m/z 55.00 29.62%
' 112.0
41.0 84.0 145.0
0k ..F?’.p. I\IMI ; .‘.‘ ‘h.‘. I\IMIII\I\I i - l‘. — .‘. ; .|EL.7:‘I.“9| R ER
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72724: Propanoic acid, 2,2-dimethyl-, octyl ester L L
57.0 16.60 16.80 17.00 17.20
m/z 41.00 28.27%
5000 41.0
103.0
80 w
0 ...,zsi»b..w,w\...\lm,..wH..,m...,..x.,1.29.-9,..1.57-917.2-9
m/z--> 60 80 100 120 140 160 180 200 16.60 1680 1700 17.20

SOM-EPA-BNO81318MA_.M Mon Aug 27 15:58:29 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 6 unknown-03 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.35 11.23 ng/ul 1079960 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. 2-formvl-4.6-dich... 316 C15H18CI203 1000330-95-4 43
2 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 43
3 Octanoic acid. 3-Ffluorophenvl ester 238 C14H19F02 1000330-94-7 43
4 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 40
5 Phosphonofluoridic acid, (1-meth... 224 C10H22FO02P 333416-33-4 38
Abundance Scan 2442 (17.351 min): BN002525.D (-2436) (-) m/z 43.00 100.00%
43.0 127.1
5000
1590 T T T llllllll lllll
84.0 “ 199 1 2291 17.00 17.20 17.40 17.60
Ob ettt bl e et e | /2 127.05 89 25Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #157725: Octanoic acid, 2-formyl-4,6-dichloropheny! ester
57.0 127.0
5000 L SRR DU BN SUMLIS B

17.00 17.20 17.40 17.60
m/z 57.05  71.92%

0 29.0 980, | 1620 1900 316.0
s L R L o R RaaaE e RERRaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119233: Hexanoic acid, 2-ethyl-, anhydride
127.0
57.0 IIIIIIIIIIIIIIIIIIII
17.00 17.20 17.40 17.60
5000 m/z 159.00 19.78%
99.0
o230 1700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92215: Octanoic acid, 3-fluorophenyl ester
127.0 17.00 17.20 17.40 17.60
57.0 m/z 55.00 19.49%
5000
S N PR W B 7 =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17. OO 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA 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 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.39 23.22 ng/ul 2233250 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Arabino-Hexitol. 5-deoxv-. pen... 376 C16H24010 049560-35-2 10
2 2-Acetvlthiazole 127 C5H5NOS 024295-03-2 9
3 Formamide. N-(5-amino-2H-1.2.3-t... 127 C3H5N50 328977-78-2 9
4 N-Acetvlpvrrolidone 127 C6H9ONO2 000932-17-2 9
5 1-Deoxy-2,3,4,5-tetraacetyl-d-xy... 304 C13H2008 007226-55-3 9
Abundance Scan 2449 (17.392 min): BN002525.D (-2445) (-) m/z 43.00 100.00%
43.0
5000 1211 /\A
159.0 A SR BN BN
84.0 17.00 17.20 17.40 17.60 17.80
bbb b bbb A 3BT 2200 7 127.05  49.02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200143: D-Arabino-Hexitol, 5-deoxy-, pentaacetate
43.0
5000 R SR BRI SURBLR I
17.00 17.20 17.40 17.60 17.80
m/z 57.05 32.17%
o 700 M0 ,15?0 2010 2310 3030
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11720: 2-Acetylthiazole
43.0
17.00 17.20 17.40 17.60 17.80
0
5000 1970 m/z 159.00 15.17%
99.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11657: Formamide. N-(5-amino-2H-1,2,3-triazol-4-yl)-
43.0 17.00 17.20 17.40 17.60 17.80
127.0 m/z 55.00 11.67%
5000 99.0
70.0
0 I"''IJ""I""I""I""I""IIIII | SR SR SR SR DA DA B B TTTTT T T T T T T T T T T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 8 Myristin, 2,3-diaceto-1- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.81 3.25 ng/ul 425619 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 78
2 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 78
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 43
4 Tetradecanoic acid. 2-hvdroxv-1-... 302 C17H3404 003443-83-2 35
5 Tetradecanoic acid, 2,3-dihydrox... 302 C17H3404 000589-68-4 12
Abundance Scan 3030 (20.810 min): BN002525.D (-3027) (-) m/z 43.00 100.00%
43.0
5000 159.0
98.0 211.2 S o W
71 20.40 20.60 20.80 21.00 21.20
Ok | A ."l- ..|.. 260, | sso | 25022831 8132 | 185760 37.16%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205566: Myristin, 2,3-diaceto-1-
43.0
5000 159.0 211.0 UL SRR PN A

20.40 20.60 20.80 21.00 21.20
m/z 211.15 26 .00%

242.0 283.0 313.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205565: Myristin, 1,3-diaceto-2-
43.0
o R
20.40 20.60 20.80 21.00 21.20
5000 1590 L1 m/z 98.00 19.49%
98.0
‘ 71.0 ‘
oo 250, | 850 | 220 ama0 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester L I e e e
43.0 20.40 20.60 20.80 21.00 21.20
m/z 57.00 19.05%
5000 159.0
98.0
‘ 73.0 ‘
bbb Al 250, | gm0 a0 280 | e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 20. 40 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 9 Hexadecanoic acid, 2,3-bis(... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.68 3.94 ng/ul 516520 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 91
2 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 47
3 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 38
4 Benzenesulfonamide. 2.4-dichloro... 239 C7H7CI2N0O2S 1000277-29-3 38
5 2,5-Difluorobenzoic acid, decyl ... 298 C17H24F202 1000338-80-9 25
Abundance Scan 3178 (21.680 min): BN002525.D (-3174) (-) m/z 43.00 100.00%
43.0
159.0
5000
98.0 239.2
69. 21.40 21.60 21.80 22.00
ol— .| P304, L A6, | pes02131 | 28103112 3843 /0759 00 53.08%
m/z--> 50 100 150 200 250 300 350
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
159.0
43.0
98.0
5000 LI BULILE SULIULE I UL
69.0 239.0 21,40 21.60 21.80 22.00
X m/z 98.00 21.57%
o 26.0 5.0 213.0 260.0 310.0 355.0
m/z--> 50 100 150 200 250 300 350
Abundance #217219: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
2140 21.60 21.80 22.00
5000 m/z 57.00 19.96%
159.0
71.0 930 ’ 239.0
ol L L s | a0 || aoosa00
m/z--> 50 100 150 200 250 300 350
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester L IMLELLE e
43.0 21.40 21.60 21.80 22.00
m/z 239.20 19.92%
5000 159.0
98.0
L
0 : h‘l "‘“l Iy \m I‘\'LIHIN EH??IO:H ‘: |‘1§5|0|2]:3|0| : — IZ?SOI —— : A N —
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00

SOM-EPA-BNO81318MA_.M Mon Aug 27 15:58:35 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 10 Octadecanoic acid, 2-(acety... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.57 2.09 ng/ul 292487 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 72
2 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 64
3 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 58
4 Eicosanoic acid. 2.3-bhis(acetvlo... 470 C27H5006 055429-67-9 35
5 2,3,4-Trifluorobenzoic acid, 4-t... 372 C21H31F302 1000280-62-0 35
Abundance Scan 3329 (22.569 min): BN002525.D (-3324) (-) m/z 43.00 100.00%
43.0
159.0
5000
22.20 22.40 22.60 22.80
o] ,ﬂ 33023823 4891 "7z 159.00  58.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225339: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
159.0
5000 98.0 267.0 22.20 22.40 22.60 22.80
m/z 57.00 35.25%
oL 218.0 338.0 3820
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217217: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
159.0
43.0
98.0 2220 22.40 22.60 22.80
5000 m/z 98.00 29.94%
239.0
0 .‘: '\I eﬂhh,‘&u.ﬂ.'.l, .h. - Illl —— .3|19'.0. ?SI.SICI)I MR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231046: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43.0 22.20 22.40 22.60 22.80
159.0 m/z 55.00 27 .03%
| mMmﬂWmmwuﬁmhmem¢*m
5000
0 | “. LMI .l.‘ \l“ b, ‘\ 227'0 29\5'0 367.0 410.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN082418\
Data File : BN002525.D

Aca On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample : J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.71 2.02 ng/ul 282001 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 87

Abundance Scan 3693 (24.710 min): BN002525.D (-3687) (-) m/z 57.00 100.00%

57.0

%

5000 85.0
113.0 24.40 24.60 24.80 25.00
i 141.1169.2 207.0 281.0 342.9
oq””l”thAmﬂnm:L¢”m“”w””“”q””.”.””.”w“”.”.”. m/z 71.05  63.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57.0
5000
85.0 24.40 24.60 24.80 25.00
29.0 m/z 43.05 63.56%
oh | 130141.0 169.0 197.0 225.0 253.0 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117637: Nonadecane
57.0
T T

85.0 24.40 24.60 24.80 25.00
o m/z 85.00 45.96%

5000

113.0 141.0 169.0 197.0

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57.0 24.40 24.60 24.80 25.00
m/z 55.05 23.31%
85.0
5000
113.0
29.0
o L i L 401600 107.0 2250 253.9 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 24 40 24. 60 24 80 25 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN082418\
Data File : BN002525.D

Acq On : 25 Aug 2018 05:33

Operator : JU/SJ

Sample - J4628-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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]
Octanoic acid 9.80 5.3 ng/ul 285369 2 10.44 1068090 20.0
Dodecanoic acid 14.75 8.6 ng/ul 645856 3 14.30 1510560 20.0
4H-Imidazol-4-one... 15.87 3.2 ng/ul 303946 4 17.05 1923440 20.0
unknown-01 15.92 6.3 ng/ul 610096 4 17.05 1923440 20.0
unknown-02 16.86 2.7 ng/ul 256970 4 17.05 1923440 20.0
unknown-03 17.35 11.2 ng/ul 1079960 4 17.05 1923440 20.0
unknown-04 17.39 23.2 ng/ul 2233250 4 17.05 1923440 20.0
Myristin, 2,3-dia... 20.81 3.3 ng/ul 425619 5 21.25 2619330 20.0
Hexadecanoic acid... 21.68 3.9 ng/ul 516520 5 21.25 2619330 20.0
Octadecanoic acid... 22.57 2.1 ng/ul 292487 6 23.46 2798400 20.0
(DEL) Alkane: Str... 24.71 2.0 ng/ul 282001 6 23.46 2798400 20.0
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