LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0O7688.D

Acqg On : 26 Oct 2021 20:43 Instrument :
Operator : CG/JU BNA_P

Sample : M4291-18 ClientSampleld :
Misc : P046-TW001-01

ALS Vvial : 46  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Title : SVOA CALIBRATION

Signal : TIC: BP@O7688.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.369 106 14 23 rVB 47297 66933 0.17% 0.074%
2 3.787 82 85 105 rBV 176782 296419 0.76% 0.328%
3 4.028 121 126 134 rVB2 29647 45483 0.12% 0.050%
4 7.099 641 648 656 rBV 210287 327125 0.84% 0.362%
5 7.263 669 676 684 rBV 608802 951209 2.45% 1.052%
6 7.463 703 710 719 rBV 639211 1018357 2.62% 1.126%
7 7.934 783 790 797 rBV 741885 1174426 3.02% 1.298%
8 8.640 903 910 924 rBV 540499 878433  2.26% 0.971%
9 9.093 977 987 998 rBvV 694863 1156483 2.98% 1.279%
106 9.551 1003 1065 1068 rBV 3980739 38832363 100.00% 42.930%
11  9.816 1103 1110 1118 rVB 535910 895431 2.31% 0.990%
12 10.122 1147 1162 1178 rBV 627394 1887100 4.86% 2.086%
13 10.357 1194 1202 1211 rBV 873062 1455772 3.75% 1.609%
14 10.534 1226 1232 1241 rBV 36818 62992 0.16% ©0.070%
15 10.740 1259 1267 1275 rBV 980222 1640064 4.22% 1.813%
16 10.869 1281 1289 1304 rBV 678608 1210841 3.12% 1.339%
17 11.651 1417 1422 1428 rBV2 40599 67380 0.17% 0.074%
18 12.481 1557 1563 1579 rBV ~ 184585 314916 ©0.81% 0.348%
19 13.981 1812 1818 1835 rBV 1753865 2378433 6.12% 2.629%
20 14.263 1857 1866 1876 rVV 1900407 2779682 7.16% 3.073%
21 14.381 1880 1886 1901 rVV 252803 408596 1.05% 0.452%
22 14.569 1912 1918 1929 rVV 1528918 2321918 5.98% 2.567%
23 14.763 1944 1951 1960 rBV 199707 308508 0.79% 0.341%
24 14.845 1960 1965 1973 rVB 155150 234069 0.60% 0.259%
25 15.269 2030 2037 2047 rBV 126876 222538 ©.57% 0.246%
26 15.563 2080 2087 2095 rBV 2452372 3612309 9.30%  3.993%
27 15.681 2099 2107 2118 rBV 712733 977098 2.52% 1.080%
28 17.328 2380 2387 2395 rBV 1923454 2830064 7.29%  3.129%
29 17.428 2397 2404 2417 rBV 2860734 4122442 10.62% 4.557%
30 18.222 2534 2539 2545 rBV 53132 82540 0.21% 0.091%
31 19.239 2708 2712 2718 rBV3 45671 62414 0.16% 069%
32 19.304 2719 2723 2728 rBV 46441 62763 0.16% 069%

33 19.657 2777 2783 2797 rBV 3790913 5260120 13.55%
34 21.416 3077 3082 3095 rBV 2713558 3508127 9.03%
35 23.704 3464 3471 3480 rVB2 2792496 5445874 14.02%
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36 23.862 3491 3498 3508 rVB2 1734995 3555531 9.16%  3.931%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0O7688.D

Acqg On : 26 Oct 2021 20:43
Operator : CG/JU

Sample : M4291-18

Misc

ALS Vvial : 46  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Title : SVOA CALIBRATION
Sum of corrected areas: 90454753
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

. 46

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
BP007688.D

: 26 Oct 2021 20:43
: CG/JU
: M4291-18

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

ADUPSSo
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3000000
2500000
2000000
1500000
1000000
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TIC: BP007688.D\data.ms

23.704
21.416

23.862
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Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 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\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0@7688.D

Acqg On : 26 Oct 2021 20:43
Operator : CG/JU

Sample : M4291-18

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.551 473.55 ng/ul 38832400 Naphthalene-d8 10.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72

Abundance Scan 1065 (9.551 min): BP007688.D\data.ms (-1003) (-) m/z 73.00 100.00%

73.0
5000

\ ‘9.‘50‘ |

h d | ‘ [144.0 207.0266.9  355.1413.0472.8 537.1

O b e e e e e T T T T T T m/z 88.05 82.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 T

T
9.50
m/z 41.10 31.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
T T
9.50
5000 m/z 57.05 28.91%

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24101: Hexanoic acid, 2-ethyl- —
88.0 9.50
m/z 87.00 22.58%

0 gl A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50
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©
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0@7688.D

Acqg On : 26 Oct 2021 20:43
Operator : CG/JU

Sample : M4291-18

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.122 23.01 ng/ul 1887100 Naphthalene-d8 10.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 96
4 Benzoic acid 122 C7H602 000065-85-0 94
5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 91

Abundance Scan 1162 (10.122 min): BP007688.D\data.ms (-1147) (- m/z 105.00 100.00%
105.0

.

5000
: ; —
39.‘1 10.00 10.50
bbbl L 2079 282.9 85274132 5121 m/z 121.95  79.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid
105.0
5000 s ——
10.00 10.50
L m/z 77.05 73.91%
O‘\‘\‘!‘!;HH\“\\J‘\!\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0
— —
10.00 10.50
5000 ITI/Z 50.95 32.09%

SQ.L
ol

%

(O o O B R R RN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid — —r—
105.0 10.00 10.50

m/z 50.00 19.40%
5000
45\0 )

or—tb-tdtrrr — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0@7688.D

Acqg On : 26 Oct 2021 20:43
Operator : CG/JU

Sample : M4291-18

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.481 3.84 ng/ul 314916 Naphthalene-d8 10.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptyl caprylate 242 C15H3002 004265-97-8 37
2 Heptyl caprylate 242 C15H3002 004265-97-8 35
3 Valproic acid, isobutyl ester 200 C12H2402 1000438-96-8 25
4 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 16
5 1-Hexanol, 2,2-dimethyl- 130 C8H180 002370-13-0 14

Abundance Scan 1563 (12.481 min): BPO07688.D\data.ms (-1557) (- m/z 57.10 100.00%

57.1
5000 145.0
==
L
o AL HHW%?‘?‘QWZ??%H 3988 5106 /7 145.00  41.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126193: Heptyl caprylate
57.0
145.0
5000 ‘ ‘
12.50
m/z 70.05 41.47%
O‘\\}\‘\ﬁ WJ\‘M““\i\l\\‘\\\\‘\2\\4\2‘\()\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126194: Heptyl caprylate
57.0
145.0 12 50
5000 ITI/Z 127.10 36.72%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75769: Valproic acid, isobutyl ester :
57.0 12.50
m/z 55.05 35.78%
- I VMWwL%MWMAkwvaAMMW
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0@7688.D

Acqg On : 26 Oct 2021 20:43
Operator : CG/JU

Sample : M4291-18

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzoic acid, p-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.381 3.52 ng/ul 408596  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 91
2 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 72
3 1,3-Benzenedicarboxylic acid, di... 194 C1OH1e04 001459-93-4 64
4 5'-Hydroxy-2',3",4'-trimethylace... 178 C11H1402 013667-28-2 64
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 60

Abundance Scan 1886 (14.381 min): BP007688.D\data.ms (-1880) (- m/z 163.10 100.00%

163.1
5000
91.1
\ 14. OO 14 50
Obrrrhdigi L L | 268.1326.9385.6 450.8 8332 /7 134.95  29.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
5000 J\
14. OO 14 50
91.0 m/z 91.10 26.50%
2 h l“ ‘ al b \ ‘
O‘\\\W‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52511: 3-tert-Butylbenzoic acid
163.0
14. 00 l4 50
5000 m/z 178.10  11.75%
91.0
0‘uu‘H“\J“H“\u,\m\‘\u\‘uu‘\u\‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68484: 1,3-Benzenedicarboxylic acid, dimethyl ester
168.0 14. OO 14 50
m/z 164.05 11.29%
5000
76.0
o ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0@7688.D

Acqg On : 26 Oct 2021 20:43
Operator : CG/JU

Sample : M4291-18

Misc :

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1H-Benzotriazole, 5-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.845 2.02 ng/ul 234069  Acenaphthene-die 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 95
3 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 94
4 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 94
5 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 94
Abundance Scan 1965 (14.845 min): BPO07688.D\data.ms (-1960) (-  m/z 104.05 100.00%
104.1
5000
= —
39.F 14.50 15.00
obrobbid, J | 207.0266:8327.0 402.946205253 /7 133.00  62.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16852: 1H-Benzotriazole, 5-methyl-
104.0
5000 aer St S
14.50 15.00
m/z 78.00  37.50%
SQ.F
O‘\\‘\“\‘lf‘ll\“‘\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16861: 1H-Benzotriazole, 5-methyl-
104.0
- s
14.50 15.00
5000 m/z 77.00 36.81%
il
O‘HMH%M‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16858: 1H-Benzotriazole, 5-methyl- = —T
104.0 14.50 15.00
m/z 105.05 24.64%
5000
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102521\
Data File : BP0OO7688.D

Acqg On : 26 Oct 2021 20:43
Operator : CG/JU

Sample : M4291-18

Misc

ALS Vvial : 46  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexanoic acid, ... 9.551 473.6 ng/ul 38832400 2 10.740 1640060 20.0
Benzoic acid 10.122 23.0 ng/ul 1887100 2 10.740 1640060 20.0
unknown-01 12.481 3.8 ng/ul 314916 2 10.740 1640060 20.0
Benzoic acid, p... 14.381 3.5 ng/ul 408596 3 14.569 2321920 20.0
1H-Benzotriazol... 14.845 2.0 ng/ul 234069 3 14.569 2321920 20.0
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