LSC Area Percent Report

Data Path :

Data File : BF121085.D

Aca On - 28 Jul 2020 23:27
Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.

Intearator: RTE
Smoothing : ON
Sampling :© 1
Start Thrs: 0.2
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title

Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 5.398 555 563 577 rBv4
2 5.557 587 590 595 rvB
3 5.645 600 605 619 rvv
4 5.816 619 634 654 rvVB
5 6.575 751 763 772 rBv4
6 6.816 799 804 807 rBV
7 6.916 807 821 823 rBvV2
8 7.351 873 895 897 rvB
9 7.398 897 903 907 rvB2
10 7.645 920 945 947 rBV

8270-BF071620.M Wed Jul 29 12:34:

p

peak
heiaht
270853
521367
145249
3658763
94796

992379
5572069
948102
790503
1278844

2459196
1717114

457341
3469091
1360472

1134165
1619664
5157207
480134
474806

446060
479768
905713
545476
4963111

388595
1780335
4652325

265066
1705101

4148910
3748972

643068
3504974

34 2020

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

corr.
area
937173
510251
401207
13446258
435148

1001827
20787693
3915550
1045035
5228376

10819082
2278242
559173
16334527
1332775

1519699
1664053
31464579
433239
588585

461386
461392
1005196
687354
16520174

441671
1594218
10901437
388669
1975918

10765897
5617482
626840
3497550

corr.
% max.
2.98%
1.62%
1.28%
42 .73%
1.38%

3.18%
66.07%
12.44%

3.32%
16.62%

34 .38%
7.24%
1.78%

51.91%
4.24%

4._.83%
5.29%
100.00%
1.38%
1.87%

1.47%
1.47%
3.19%
2.18%
52 _.50%

1.40%
5.07%
34 .65%
1.24%
6.28%

34.22%
17.85%

1.99%
11.12%

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

0.161%
5.395%
0.175%

0.402%
8.341%
1.571%
0.419%
2.098%

4.341%
0.914%
0.224%
6.554%
0.535%

0.610%
0.668%
12.625%
0.174%
0.236%

0.185%
0.185%
0.403%
0.276%
6.628%

0.177%
0.640%
4_374%
0.156%
0.793%

4._.320%
2.254%
0.252%
1.403%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.916 1838 1841 1845 rVB 1477671 1351877 4_30% 0.542%

36 12.974 1847 1851 1853 rVB 524966 499275 1.59% 0.200%
37 13.151 1873 1881 1886 rVB2 1006500 1200049 3.81% 0.481%
38 13.239 1891 1896 1898 rBV 3779584 3968886 12.61% 1.592%
39 13.333 1904 1912 1915 rBV2 859284 1487757 4.73% 0.597%
40 13.451 1915 1932 1938 rVV3 4382976 18817185 59.80% 7 .550%

41 13.498 1938 1940 1948 rVB 633740 779850 2.48% 0.313%
42 13.598 1953 1957 1960 rVV 3708555 3658527 11.63% 1.468%
43 13.686 1969 1972 1974 rVB 412819 354883 1.13% 0.142%
44 13.833 1992 1997 2000 rBV 4921119 6424555 20.42% 2.578%
45 13.933 2010 2014 2017 rVV 3410760 3195292 10.16% 1.282%

46 13.974 2017 2021 2026 rVV 1746120 2202275 7.00% 0.884%
47 14.104 2039 2043 2046 rBVY 713133 853397 2.71% 0.342%
48 14.139 2046 2049 2052 rVB 437254 396579 1.26% 0.159%
49 14.380 2086 2090 2092 rVV 1019807 1137009 3.61% 0.456%
50 14.415 2092 2096 2099 rVV 2509955 4159455 13.22% 1.669%

51 14.474 2099 2106 2109 rVB2 5299932 12758815 40.55% 5.119%
52 14.745 2148 2152 2155 rVV 567012 712090 2.26% 0.286%
53 14.968 2185 2190 2195 rBV4 195236 393483 1.25% 0.158%
54 15.057 2199 2205 2208 rBV 2717570 5084798 16.16% 2.040%
55 15.127 2211 2217 2218 rBV2 2846578 4866074 15.47% 1.952%

56 15.433 2265 2269 2272 rBV2 744972 998142 3.17% 0.400%
57 15.933 2350 2354 2364 rVB 856386 1512556 4.81% 0.607%
58 16.298 2411 2416 2423 rVB 288355 495624 1.58% 0.199%
59 16.704 2480 2485 2502 rVB 341606 751176 2.39% 0.301%
60 18.145 2721 2730 2757 rVB2 284099 1525487 4._.85% 0.612%

Sum of corrected areas: 249232752
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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\BF072820\

BF121085.D

28 Jul 2020 23:27

JU/CG

L3404-02 5X

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

TIC: BF121085.D

5.82

54?%%

o

7.6%

7330

0
Time-->

T T T
5.00 5.50

Abundance
8000000

6000000

4000000

2000000

TIC: BF121085.D

104

11.09

9.14

9.85
9.66

0
Time-->

12.00

11.00

11.50

10.00

T
9.50 10.50

12.50 13.00

Abundance
8000000

6000000

13.45

4000000

2000000

TIC: BF121085.D

14.47

13.83 1513

15.43 15.93

16.30 16.70

18.14
N

0
Time-->

™1
13.50

I
17.00 17.50

16.50

15.00

15.50 16.00

14.00 14.50

T
18.00

18.50

8270-BF071620.

M Wed Jul 29 12:34:35 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Ethanol, 2-butoxy- Concentration Rank 3

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

5.82 268.44 ng 13446300 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
3 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 25
4 n-Butvl ether 130 C8H180 000142-96-1 17
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 17

Abundance Scan 635 (5.822 min): BF121085.D (-619) (-) m/z 57.05 100.00%
57
5000 a5 //L\
87 ”....” e
3 75 540 560 580 6.00 6.20
o..,....,....,....',:'.-..,..'!:,‘??..,-..'..,..J.,...?‘,’9...,..1.1.?.... m/z 45.05 39.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 USRS LR RS SRR
45 5.40 560 5.80 6.00 6.20
29 87 m/z 41.05 34.94%

75
o 1|8 ||| ||. 51 ||, 63 | | 100 118
I i o e B R RAREE RS E AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
45

5.40 5.60 5.80 6.00 6.20

5000 m/z 87.05 21.60%
29 75
87
18 38 51 63 100
o e ¥ R4 LS. S D AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester e ERaanEEEE L
57 5.40 5.60 5.80 6.00 6.20

m/z 56.05 8.77%

5000 69
41 87
75
15 ?\9 | 51 \‘ ‘ \ I ‘ 115
1 M - Y L S PESBRS WUR HE  —.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00 6.20

8270-BF071620.-M Wed Jul 29 12:34:36 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 1-Hexanol, 2-ethyl- Concentration Rank 1

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

6.92 415.00 ng 20787700 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
3 Oxalic acid. isobutvl octvl ester 258 C14H2604 1000309-37-3 47
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 45
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 40

Abundance Scan 822 (6.922 min): BF121085.D (-807) (-) m/z 57.05 100.00%
57
5000 41 //\J/r\w_‘
70 83 llllllllllllllllll|
98 6.60 6.80 7.00 7.20
o N2 A2 m/z 41.05 43.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 L A N LR AR
29 41 6.60 6.80 7.00 7'20 '
70 83 m/z 43.05 34.07%

o 15 9% 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57

6.60 6.80 7.00 7.20

5000 m/z 55.05 29.21%
41 70
29 83
0 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #108842: Oxalic acid, isobutyl octyl ester e
57 660 680 700 7.20

m/z 56.05 22.11%

5000 .y A
71
LIl \ u‘ 84 92 103112 157
Obrrprrrrprrip e el e e b PP e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20

8270-BF071620-M Wed Jul 29 12:34:37 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Hexanoic acid, 2-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.65 45.90 ng 5228380 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 40
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 37
4 1.4-Dioxane 88 C4H802 000123-91-1 37
5 L(-)-Fucose, tetramethyl ether 220 C10H2005 1000332-75-0 36
Abundance Scan 946 (7.651 min): BF121085.D (-920) (-) m/z 73.00 100.00%

d 740 7.60 7.80 8.00

73
5000
41
101

] S— AL e m/z 87.95 89.94%
m/z--> 50 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
F(<]
5000 UL LU UL L R
41 7.40 7.60 7.80 8.00

101 m/z 41.00 31.39%

19 L\ LA oo
0! L e e o e T L B e e o e e e e e e I A e
m/z--> 50 100 150 200 250 300 350
Abundance
88

7.40 7.60 7.80 8.00

5000 m/z 55.05 27 .61%
45
0 119 145 176
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4, 88 7.40 7.60 7.80 8.00

m/z 57.00 26.75%

5000
6
0 ] L\“‘i \;09 135155173 214 242 272 294313 355
- e T T e e o T N e e

m/z--> 50 100 150 200 250 300 350 7.40 7.60 7.80 8.00

8270-BF071620.-M Wed Jul 29 12:34:38 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 Octanoic acid Concentration Rank 11

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

8.00 94 .98 ng 10819100 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 52
3 Hexanoic acid 116 C6H1202 000142-62-1 43
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 38
5 Heptanoic acid 130 C7H1402 000111-14-8 32

Abundance Scan 1005 (7.998 min): BF121085.D (-977) (-) m/z 60.00 100.00%
60
5000 41
82 125
101
l ‘ 144 7.60 7.80 8.00 8.20 8.40
o il 220 m/z 73.00 71.93%
m/z--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid
60
5000 4
7.60 7.80 8.00 8.20 8.40
101 m/z 43.05 43 .74%
oL15 8 | 129
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance
60
127 7.60 7.80 8.00 820 8.40
5000 m/z 41.05 42 .24%
41
85
0 109 216 249 273 359
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #8068: Hexanoic acid
60 7.60 7.80 8.00 8.20 8.40
m/z 55.05 35.44Y%
5000
41 87
Ollﬁiu;Jhlu olowe
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20 8.40

8270-BF071620.-M Wed Jul 29 12:34:40 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 5 Dodecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.18 378.17 ng 31464600 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Octanoic acid 144 C8H1602 000124-07-2 49
4 Nonanoic acid 158 C9H1802 000112-05-0 46
5 Heptanoic acid 130 C7H1402 000111-14-8 43

Abundance Scan 1376 (10.180 min): BF121085.D (-1333) (-) m/z 73.00 100.00%
60 73
41
5000
a5 129 157
or 115 143 171 183 200 9.80 10.00 10.20 10.40
0 m/z 60.00 88.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
73
43
5000 129 RN AR AR AR L
85 157 9.80 10.00 10.20 10.40
29 115 m/z 41.05 66.30%
101 143 171 200
oL 15 183
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 60 73
9.80 10.00 10.20 10.40
5000 29 m/z 43.10 65.96%
7 129 143
16 101 115 157 186
LI UL SULRLLN SURLALILN SURLELES DAL UURLEL SURLALEL L BRI W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20839: Octanoic acid L‘_"A’J
60 9.80 10.00 10.20 10.40
m/z 55.05 62.44Y%
73
5000 27
‘ 85 101
I ,W, D N B 17 S L@
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF071620.-M Wed Jul 29 12:34:41 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071620.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.09 207.25 ng 16520200 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 1531 (11.092 min): BF121085.D (-1514) (-) m/z 73.00 100.00%

3
60
43 129 185
5000
5

s || HI 1080 11001120 1140
ulllufl 1y
LA L L B L

m/z 78.02%

, 60.00
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
60 73
43
129

5000 LI L B BB B A B A
1080 11. 00 11. 20 11. 40

29 m/z 129.10 64.53%

5
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73

o

43 |||||||||||||||||||||
10.80 11.00 11.20 11.40
5000 120 m/z 43.05 58.39%
85 157
29 101 115
143 171 200
15 183
(O e I I e o o o R EASEREREEEEEa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72643: Tridecanoic acid
43 60 73 10 80 11.00 11.20 11.40

m/z 185.10 58.03%

5000 129
29 115 171
143 157 185 214
15,, “m ‘”‘ .‘H ,,,9,7,,

m/z--> 20 40 60 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.91 136.76 ng 10901400 Phenanthrene-d10 11.33
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1670 (11.910 min): BF121085.D (-1657) (-) m/z 73.00 100.00%
43 60 P
5000 129
97 115 213
143157171185 o9 227, 256 1160 11.80 12.00 1220
ol 41 m/z 43.05 82.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R R R AR AR
11.60 11.80 12.00 12.20
m/z 60.00 82.34Y%

213
,Ju 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l’

43 11.60 11.80 12.00 12.20
5000 129 m/z 57.10 67.81%

29
87 15 oh 214
101 143157 = 185
197
O T T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[
60 73 11.60 11.80 12.00 12.20
3 m/z 55.05 67.73%

5000 129
185 228
115
\‘ \\ o ‘T }Hlu\ 1‘\13157171 ‘ 199213 “

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 8 Fumaric acid, 2-ethylhexyl ... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.42 24.79 ng 1975920 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-ethvlhexvl hexvl... 312 C18H3204 1000339-14-1 72
2 Carbonic acid. allvl 2-ethvlhexv... 214 C12H2203 1000357-80-6 50
3 1.3-oxazole-4-carboxvlic acid. 4... 185 C9H15NO3 1000197-69-0 43
4 2-Ethvl-1-hexanol. pentafluoropr... 276 C11H17F502 1000365-51-1 38
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 38
Abundance Scan 1757 (12.421 min): BF121085.D (-1754) (-) m/z 57.10 100.00%

5000

201 12.20 12.40 12.60 12.80

222 241255 283

01 m/z 70.10 84 .37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154581: Fumaric acid, 2-ethylhexyl hexyl ester
70
112

5000

5 12.20 12.40 12.60 12.80
4 m/z 71.10 65.99%
229
ol 27 255269283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41 IIIIIIIIIIIIIIIIIIIIIII
71 12.20 12.40 12.60 12.80
5000 m/z 43.10 63.17%
112
27 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49776: 1,3-oxazole-4-carboxylic acid, 4,5-dihydro-5-(1-me... R LR R SRR ama B
70 12.20 12.40 12.60 12.80
112 m/z 112.05 46.17%
5000
29 43
85
ol oy 128142156170185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF071620.-M Wed Jul 29 12:34:44 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 9 6-Octadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.60 135.06 ng 10765900 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 98
2 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 95
3 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 86
Abundance Scan 1787 (12.598 min): BF121085.D (-1775) (-) m/z 55.10 100.00%

5000

264 12.20 12.40 12.60 12.80 13.00
151165180 222
0 207257236 282 m/z 69.10 73.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129340: 6-Octadecenoic acid
97
69 83

5000 | BN NI L L L LB LB L
12.20 12.40 12.60 12.80 13.00
137 299 m/z 41.10 67.80%
15216618019, 282
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 e i et
83 12.20 12.40 12.60 12.80 13.00
5000 97 m/z 83.10 58.25%
264
27

114

. 137151166180194506222 245 = %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105678: cis-9-Hexadecenoic acid R e A RE
12.20 12.40 12.60 12.80 13.00
m/z 43.10 48.86%

5000

123
138152 179194 o1g 236 54

I T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00

8270-BF071620.-M Wed Jul 29 12:34:45 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 10 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.69 51.02 ng 5617480 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 1803 (12.692 min): BF121085.D (-1796) (-) m/z 73.00 100.00%

12.40 12.60 12.80 13.00
0f - m/z 60.00 78.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78

5000 129 L EREE e
12. 40 12 60 12. 80 13. 00

m/z 43.10 78 .08%

3
43 g7
129
5000
17

143157171

04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
] e
29 5 12.40 12.60 12.80 13.00
5000 m/z 57.10 74.64%
129 242
87

101115 143157171185199213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid A L m A s B e e
7. 12.40 12.60 12.80 13.00
m/z 55.05 59.31%
43 5
5000 129
185 228
115
01 143157171 ‘
d LAl T SN ol 2 T N B RO U0 = Y| GO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00

8270-BF071620.-M Wed Jul 29 12:34:46 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 11 Benzoic acid, tridecyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.24 36.04 ng 3968890 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
2 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91
3 Benzoic acid. undecvl ester 276 C18H2802 006316-30-9 90
4 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 87
5 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 87
Abundance Scan 1896 (13.239 min): BF121085.D (-1891) (-) m/z 123.00 100.00%
123
105
5000
77
® ‘ ' 13.00 13.20 13.40 13.60
182 : : : :
oL B AL 1l b 184 182208 ass  soa 0 Si0e00 71,410
m/z--> 50 100 150 200 250 300 350
Abundance #148235: Benzoic acid, tridecyl ester
123
105
5000
13.00 13.20 13.40 13.60
a3 m/z 77.00 28.90%
RE ) |..I Ll 154 182 304
m/z--> 50 100 150 200 250 300 350
Abundance
123
13.00 13.20 13.40 13.60
5000 105 m/z 55.05 16.97%
55 77
o 29 140 178 210 238 360
m/z--> 50 100 150 200 250 300 350
Abundance #124497: Benzoic acid, undecyl ester e B AR RaEE S L
123 13.00 13.20 13.40 13.60
m/z 43.10 15.53%
5000 105
77
55 154
0 R - L. A Mt
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60

8270-BF071620.-M Wed Jul 29 12:34:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 12 unknownl3.45 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.45 170.89 ng 18817200 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. di(3-heptvl) ester 312 C18H3204 1000348-69-8 27
2 1H-Benzldelisoauinoline-1.3(2H)-... 197 C12H7NO2 000081-83-4 27
3 I1.3.51Triazine-2.4-diamine. 6-m... 197 C8H15N50 1000310-94-8 27
4 1-Azaxanthone 197 C12H7NO2 006537-46-8 27
5 2,3-Dimethyl-4-biphenylamine 197 C14H15N 022750-87-4 27
Abundance Scan 1932 (13.451 min): BF121085.D (-1915) (-) m/z 55.10 100.00%
55
197
97
5000

115 143161179 13.20 13.40 13.60 13.80

o | 215235 264283 345 “ns7 197.10  73.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #154545: Fumaric acid, di(3-heptyl) ester
197
99
5000 LA L B L L L L Y L
13.20 13.40 13.60 13.80
m/z 97.10 56.73%
ol 29 J] | 117 138157 215
.uqnnpnquu.u.””.uquu.” LRARRRRARARARENRARIELERAE LRARS LRy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
197
R e A
13.20 13.40 13.60 13.80
5000 153 m/z 41.10 40.67%
126
63
o a4 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59011: [1,3,5]Triazine-2,4-diamine, 6-methoxy-N,N,N',N"t... B B B ma s
197 13.20 13.40 13.60 13.80
42 m/z 69.10 40.59%
71
5000
138
168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13. 40 13. 60 13.80

8270-BF071620.-M Wed Jul 29 12:34:48 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 13 Benzoic acid, tetradecyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.60 33.23 ng 3658530 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 91
2 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
3 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91
4 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 91
5 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 91
Abundance Scan 1957 (13.598 min): BF121085.D (-1953) (-) m/z 123.00 100.00%
123
105
5000
77
55 | 13.20 13.40 13.60 13.80 14.00
196 : : - : :
ol LA}l 11, g0 168 196 26 211 318 | “/,7105.00  66.21%
m/z--> 50 100 150 200 250 300 350
Abundance #159931: Benzoic acid, tetradecy! ester
123
105
5000
13.20 13.40 13.60 13.80 14.00
55 77 m/z 77.00 25.69%
L2 d L], 140 168 196 318
m/z--> 50 100 150 200 250 300 350
Abundance
123
105 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.05 14 .93%
77
43
026 154 182 304
m/z--> 50 100 150 200 250 300 350
Abundance #190890: Benzoic acid, heptadecy! ester T T
123 13.20 13.40 13.60 13.80 14.00
m/z 43.10 14 .69%
5000 105
55 77
oL290 |yl ||, j140 178 210 238 360
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 14.00

8270-BF071620.-M Wed Jul 29 12:34:50 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 14 unknownl13.83 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.83 58.3a ng 6424560  Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 47

2 Trichloroacetic acid. undecvl ester 316 C13H23CI1302 074339-49-4 43
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 43

4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 38
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 38
Abundance Scan 1996 (13.827 min): BF121085.D (-1992) (-) m/z 57.10 100.00%

57

5000

-

239

13.60 13.80 14.00 14.20

129 157 185 213

0 m/z 71.10 57.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57
5000 TT T T[T 11T TT T T[T T 1T TTT

13.'60 13.'80 14.'00 14.'20
29 83 m/z 70.10 56 .45Y%

0 Mlio7 148 182 210 %S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_f
13.60 13.80 14.00 14.20
5000 m/z 43.10 54 _.48%
111
29
o 127 154 151199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #189051: Trichloroacetic acid, tetradecy! ester L e B
13.60 13.80 14.00 14.20
m/z 55.10 41.98%
5000
2
139 168 196 241
o S SSs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20

8270-BF071620.-M Wed Jul 29 12:34:51 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 15 9-Octadecenoic acid, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.42 37.77 ng 4159460 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 59
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 55
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 53
4 Oxalic acid. 2-ethvlhexvl pentad... 412 C25H4804 1000309-39-8 47
5 Oleic Acid 282 C18H3402 000112-80-1 46
Abundance Scan 2097 (14.421 min): BF121085.D (-2092) (-) m/z 57.10 100.00%

57
5000

14. 20 14. 40 14.60 14.80

134151 180 93222 246

o m/z 71.10 85.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129353: 9-Octadecenoic acid, (E)-
55
83
w\__
5000
14. 20 14.40 14.60 14.80
11 m/z 55.05 62.32%

264
137 165 193 222 46
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55

14.20 14. 40 14. 60 14.80

5000 m/z 69.10 49_.87%
83
29 111
0 187 165 193 222 246°%%282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129339: cis-Vaccenic acid L e o s e

14.20 14.40 14,60 14.80
m/z 83.10 38.50%

111
137 165 193 222 246264282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 20 14. 40 14. 60 14. 80

5000

8270-BF071620.-M Wed Jul 29 12:34:52 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 16 unknownl14.47 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14_.47 115.87 ng 12758800 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl octvl carbonate 230 C13H2603 1000372-74-6 27
2 2-Undecene. 4.5-dimethvl-. TR*.S... 182 C13H26 055170-93-9 25
3 Oxalic acid. 2-ethvlhexvl tetrad... 398 C24H4604 1000309-39-7 25
4 Sulfide.l1- propenvl 1-propvnvl 112 C6H8S 089533-93-7 22
5 Lauric acid, 2-methylbutyl ester 270 C17H3402 093815-53-3 18
Abundance Scan 2105 (14.468 min): BF121085.D (-2099) (-) m/z 57.10 100.00%

57
112
5000 267
8 L

7 185 241

14 20 14. 40 14.60 14.80
15
o2 AL 382 2B L L1299 339 367 396 | Tz 71.10  69.89%

1 T
m/z--> 50 100 150 200 250 300 350 400
Abundance #85972: Isobutyl octyl carbonate
g7

5000
14. 20 14.40 14.60 14.80
83 m/z 70.10 69.62%

29 112
0 |l‘ || |I ll 141 175
- I T T T I T T T T T T I T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

14.20 14.40 14.60 14.80

5000 m/z 43.10 69.60%
29
83 112 149
0 182
m/z--> 50 100 150 200 250 300 350 400
Abundance #211316: Oxalic acid, 2-ethylhexyl tetradecyl ester A R L
57 14. 20 14. 40 14.60 14.80

m/z 112.10 56 .52%

5000
29 8 12 241
I | 157 196 2

AN
A e e R

1] Jh
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 17 unknownl15.06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.06 101.89 ng 5084800 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 Cl11H24 002847-72-5 38
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 25
3 Dichloroacetic acid. pentvl ester 198 C7H12C1202 037079-03-1 22
4 Oxalic acid. 2-ethvlhexvl hexvl ... 286 C16H3004 1000309-38-9 22
5 Ethosuximide 141 C7H11NO2 000077-67-8 22
Abundance Scan 2206 (15.062 min): BF121085.D (-2199) (-) m/z 43.10 100.00%
43 3
. ../g/—/\/t\m
R SRR DU SURIURI B
340 14.80 15.00 15.20 15.40
0 299 32277 367 m/z 113.10 99.04%
m/z--> 50 100 150 200 250 300 350
Abundance #28426: Decane, 4-methyl-
QB3 71
5000 -fAu----u---- AR
14.80 15.00 15.20 15.40
} m/z 57.10 96.55%
112
ol15 j i | 156
m/z--> éo 160 1%0 260 2éo 360 3%0
Abundance
43
71 R IR DU SURIUR B
14.80 15.00 15.20 15.40
5000 m/z 71.10 80.49%
. 99 140 184
m/z--> éo 160 1%0 200 250 360 3%0
Abundance #60039: Dichloroacetic acid, pentyl ester e e e BB
43 14.80 15.00 15.20 15.40
m/z 112.10 62.84Y%
5000 A}»[”/\\_
71
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 18 unknownl15.13 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.13 97.50 ng 4866070  Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2H-Pvranol2.3-flisoquinolin-2-one 197 C12H7NO2 054852-71-0 35

2 5-Methoxv-2-nitrobenzoic acid 197 C8H7NO5 001882-69-5 30
N-(4-BiphenvlivD)formamide 197 C13H11NO 005472-79-7 30

4 1-Hvdroxyvy-3-methvl-9H-carbazol 197 C13H11NO 014960-81-7 30

5 Fumaric acid, heptyl 4-methylpen... 298 C17H3004 1000348-32-1 27

Abundance Scan 2217 (15.127 min): BF121085.D (-2211) (-) m/z 197.10 100.00%
197
55
5000 97
143 14.80 15.00 15.20 15.40
2 67 327 80 1o 0 2020 J.
o L 487, | 222241 .‘. 1298 7 355 383 | sz 55.10  79.43%
m/z--> 50 100 150 200 250 300 350
Abundance #58841: 2H-Pyrano[2,3-flisoquinolin-2-one
197
169
5000 TT [T T T T [T T T T[T T T T [TTTT]
14.80 15.00 15.20 15.40
18 0
114 140 m/z 57.10 67.49%
50
0..*.:;4J.ﬁ,n... e S S S I
m/z--> 50 100 150 200 250 300 350
Abundance
197
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
14.80 15.00 15.20 15.40
5000 m/z 71.10 53.39%
63 95 123 167
o2 148
e L i o e L B B e o o IS e e o
m/z--> 50 100 150 200 250 300 350
Abundance #58865: N-(4-Biphenylyl)formamide B B e e e
197 14.80 15.00 15.20 15.40
169 m/z 97.10 43.16%
5000
84 141
30 80 T
b N ERE S EEEEE R
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 19 unknownl15.93 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.93 30.31 ng 1512560 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. decvl 2-ethvlhexvl ... 342 C20H3804 1000309-39-3 47
2 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 45
3 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 35
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 25
5 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 25
Abundance Scan 2353 (15.927 min): BF121085.D (-2350) (-) m/z 57.10 100.00%
57
T Akwﬁm,VJPA\kx””kAfx
5000 225
15 UL BN BN IR
3 7 139 171 197 293 15.60 15.80 16.00 16.20
ol AL T i) 128 2978 8% 1 o7 10 92.59%
m/z--> 50 100 150 200 250 300 350
Abundance #178439: Oxalic acid, decyl 2-ethylhexyl ester
57
5000 LR SN DU LN SRR
15.60 15.80 16.00 16.20
85 112 185 m/z 55.05 82.22%
PULLLL L g
0! |‘.'.'.‘.l'|. 139'..|.|....|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
55
15.60 15.80 16.00 16.20
5000 83 m/z 97.10 52.82%
- 111
o 138 165 195 20827 250 27422310
m/z--> éo 160 150 200 2%0 360 3éo
Abundance #28439: Nonane, 2,3—dimethy|— LA L L B L BN |
57 15.60 15.80 16.00 16.20
m/z 43.10 52.07%
5000
Ouuluuliuuululuuulﬁl||||||||| ——— — e
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF071620.-M Wed Jul 29 12:35:00 2020 Page: 22



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072820\
Data File : BF121085.D

Aca On 28 Jul 2020 23:27

Operator : JU/CG

Sample : L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071620.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 20 8-Octadecenal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.14 30.57 ng 1525490 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenal 266 C18H340 056554-94-0 60
2 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 59
3 Ditetradecvl ether 410 C28H580 005412-98-6 43
4 Pentacosane 352 C25H52 000629-99-2 43
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 38
Abundance Scan 2729 (18.139 min): BF121085.D (-2721) (-) m/z 57.10 100.00%
57
5000 __,_v,m_ﬂ,/*//\\\\__,/-N\_~A
83 113 140 196 17.80 18.00 18.20 18.40
169
ol SRy 7T 221281 269 34 m/z 83.05 11.52%
m/z--> 50 100 150 200 250 300 350
Abundance #115856: 8-Octadecenal
57
82
5000{ 29 AR SUNRN SRR SRR
17.80 18.00 18.20 18.40
111 m/z 71.10 11.47%
o } 1391581 7106, 221 232
m/z--> 50 100 1éo 260 250 360 3%0
Abundance
57
17.80 18.00 18.20 18.40
5000 m/z 85.10 11.03%
o2 B o1 10 0 213 e \hww&thFJrq/ﬂ\\W\vnrhwaMw
m/z--> o '55' - 160" ' ﬁéo" ' 560" "250" "360" ' ééo"
Abundance #215905: Ditetradecy! ether R e EEAER R
57 17.80 18.00 18.20 18.40
m/z 140.10 9.24Y%
83
5000 197
111
29 ‘ | 141 168 ‘
ol AL dzs e e
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40

8270-BF071620.-M Wed Jul 29 12:35:01 2020 Page: 23



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072820\
Data File : BF121085.D

Acq On 28 Jul 2020 23:27

Operator : JU/CG

Sample - L3404-02 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620_.M
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]
Ethanol, 2-butoxy- 5.82 268.4 ng 13446300 6.82 1001830 20.0
1-Hexanol, 2-ethyl- 6.92 415.0 ng 20787700 6.82 1001830 20.0
Hexanoic acid, 2-... 7.65 45.9 ng 5228380 8.10 2278240 20.0
Octanoic acid 8.00 95.0 ng 10819100 8.10 2278240 20.0

9.85 1664050 20.0
11.33 1594220 20.0
11.33 1594220 20.0

Dodecanoic acid 10.18 378.2 ng 31464600
Tetradecanoic acid 11.09 207.3 ng 16520200
n-Hexadecanoic acid 11.91 136.8 ng 10901400

1

1

2

2

3

4

4
Fumaric acid, 2-e... 12.42 24.8 ng 1975920 4 11.33 1594220 20.0
6-Octadecenoic acid 12.60 135.1 ng 10765900 4 11.33 1594220 20.0
Octadecanoic acid 12.69 51.0 ng 5617480 5 13.97 2202280 20.0
Benzoic acid, tri... 13.24 36.0 ng 3968890 5 13.97 2202280 20.0
unknownl13 .45 13.45 170.9 ng 18817200 5 13.97 2202280 20.0
Benzoic acid, tet... 13.60 33.2 ng 3658530 5 13.97 2202280 20.0
unknown13.83 13.83 58.3 ng 6424560 5 13.97 2202280 20.0
9-Octadecenoic ac... 14.42 37.8 ng 4159460 5 13.97 2202280 20.0
unknownl14 _47 14._.47 115.9 ng 12758800 5 13.97 2202280 20.0
unknownl15.06 15.06 101.9 ng 5084800 6 15.43 998142 20.0
unknown15.13 15.13 97.5 ng 4866070 6 15.43 998142 20.0
unknownl15.93 15.93 30.3 ng 1512560 6 15.43 998142 20.0

6

8-Octadecenal 18.14 30.6 ng 1525490 15.43 998142 20.0
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