LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc :

ALS Vvial : 15 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-BP062322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10958.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.199 16 19 22 rBV2 142333 172967 1.14% 0.143%
2 3.234 22 25 36 rVB 1217696 1400070 9.19% 1.154%
3 3.481 63 67 72 rBV5 15017 25791 0.17% 0.021%
4 3.534 72 76 81 rVB2 28493 38546 0.25% 0.032%
5 3.611 87 89 94 rBV 645536 829518 5.45% 0.684%
6 3.652 94 96 112 rVB 244272 317107 2.08% 0.261%
7 3.828 118 126 132 rVWW2 62430 107288 ©.70% 0.088%
8 3.923 135 142 153 rVB2 517020 908748 5.97% 0.749%
9 4.064 162 166 173 rVB2 33477 51103 0.34% 0.042%
10 4.140 173 179 182 rVWv2 12792 22837 0.15% 0.019%
11  4.181 182 186 191 rVW 267889 336228 2.21% 0.277%
12 4.246 192 197 211 rVV 2369947 3001201 19.70% 2.475%
13 4.358 212 216 223 rVWW 367703 472150 3.10% ©.389%
14  4.423 223 227 237 rVB 267026 346257 2.27% 0.286%
15 4.846 285 299 310 rBV 10679709 15231053 100.00% 12.560%
16 5.299 369 376 381 rVB 19892 32973 0.22% 0.027%
17 5.422 392 397 402 rVB 13461 19857 ©0.13% 0.016%
18 5.664 434 438 444 rBV 91196 140560 ©.92% 0.116%
19 6.046 497 503 509 rVB 40062 58946 0.39% 0.049%
20 6.611 590 599 607 rBv6 14858 29304 0.19% 0.024%
21 6.705 609 615 621 rBV5 12799 24913 0.16% 0.021%
22 6.875 636 644 659 rVB 531018 820442 5.39% 0.677%
23 7.040 664 672 681 rBV 1864182 2823796 18.54% 2.329%
24 7.116 681 685 691 rVB 32729 49866 ©.33% 0.041%
25 7.234 696 705 716 rBV 1754261 2743289 18.01% 2.262%
26 7.328 716 721 725 rVB6 11105 18246 0.12% 0.015%
27 7.699 777 784 791 rBV 2066872 3085357 20.26% 2.544%
28 7.769 791 796 807 rVW 135886 221224  1.45% 0.182%
29 8.363 889 897 899 rBV4 8658 16684 0.11% 0.014%
30 8.411 899 905 917 rVV 1452766 2230206 14.64% 1.839%
31 8.522 919 924 933 rVB 59317 105625 ©.69% 0.087%
32 8.858 974 981 990 rVB 2035606 3145448 20.65% 2.594%
33 8.993 997 1004 1008 rBV 94209 151234 0.99% 0.125%
34 9.428 1074 1078 1087 rVB5 17971 39051 0.26% 0.032%
35 9.575 1094 1103 1111 rBV 1342697 2223293 14.60% 1.833%

36 9.658 1111 1117 1124 rVV 189448 292309 1.92%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc :

ALS Vvial : 15 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-BP062322.M
Title : SVOA CALIBRATION

37 9.728 1124 1129 1134 rW3 13146 23201 0.15% 0.019%
38 10.116 1187 1195 1214 rBV 2090935 3481368 22.86% 2.871%
39 10.287 1219 1224 1231 rVVie 14588 39878 0.26% 0.033%
40 10.381 1234 1240 1246 rVV 109911 188228 1.24% 0.155%

41 10.493 1249 1259 1270 rVB 2656430 4401276 28.90% 3.629%
42 10.634 1270 1283 1304 rBV 1717088 2926862 19.22%  2.413%
43 11.046 1347 1353 1359 rBV 27026 40803 0.27% ©.034%
44 11.105 1359 1363 1368 rVV 32169 53386 ©.35% 0.044%
45 11.293 1390 1395 1402 rBV 9506 16901 0.11% ©0.014%
46 12.087 1524 1530 1537 rVB 47235 80624 ©.53% 0.066%
47 13.775 1809 1817 1830 rBV 3611185 5101347 33.49% 4.207%
48 14.046 1853 1863 1877 rBV 4232030 6170587 40.51% 5.088%
49 14.351 1908 1915 1928 rBV 3310012 4657407 30.58% 3.841%
50 14.563 1946 1951 1968 rVB2 248362 460081 3.02% 0.379%
51 15.193 2056 2058 2062 rVB 15697 15406 ©.10% ©0.013%
52 15.351 2078 2085 2097 rBV 5314974 7581099 49.77% 6.251%
53 15.469 2100 2105 2120 rVV 1049584 1531249 10.05% 1.263%
54 15.593 2122 2126 2133 rVB 60838 90131 0.59% 0.074%
55 16.140 2216 2219 2224 rVB5 18853 26578 ©0.17% 0.022%
56 16.792 2327 2330 2337 rVB7 10454 16083 0.11% ©0.013%
57 16.892 2342 2347 2352 rBV5 17321 31371 0.21% 0.026%
58 17.116 2378 2385 2395 rBV 3186948 4464239 29.31% 3.681%
59 17.216 2396 2402 2423 rVB 5377660 7474141 49.07% 6.163%
60 17.804 2497 2502 2507 rVB4 30865 51581 0.34% 0.043%
61 18.028 2536 2540 2546 rBV8 29128 46438 0.30% 0.038%
62 18.098 2548 2552 2555 rVB 21454 30266 0.20% 0.025%
63 18.481 2614 2617 2623 rVB6 15621 20950 0.14% 0.017%
64 19.039 2709 2712 2718 rBV3 54012 78182 ©.51% 0.064%
65 19.110 2720 2724 2729 rBV 60187 81701 0.54% 0.067%
66 19.463 2779 2784 2792 rBV 5878976 7751888 50.90% 6.392%
67 20.963 3035 3039 3046 rBV 359340 561182 3.68% ©0.463%
68 21.057 3051 3055 3061 rBV 4022706 4164942 27.35%  3.434%
69 21.228 3079 3084 3091 rBV 3585840 4328377 28.42% 3.569%
70 23.427 3452 3458 3468 rVB2 4395868 8785500 57.68%  7.245%

71 23.586 3478 3485 3497 rVB2 2549102 4964029 32.59% 4.093%

Sum of corrected areas: 121270769
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 11 Jul 2022 20:25
: CG/IU
: N3625-02 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
BP010958.D

: 15  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BP010958.D\data.ms

10.493
7.699 8.858 10.116
7.0
4334 8.411 0575 0.634

4.246

3.234
3,6113 92 87
-JJE%M%@. a@é 98 || 5,503,664 6,046 66]71)3\ Jﬂszzs 769 :&522 993 94&5&3 4o K 11106993

o

Time-->

350 400 450 500 550 6. 00 6.50 7. 00 750 800 8. 50 9 00 9. 50 10.00 10. 50 11 00 11.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BP010958.D\data.ms

19.463
15.351 17.216

14.046
13775 | 14061 1716

15.469

12.087 4.563 15.19%;,[‘@593 16.140  166%D 17.988008818.481 199390

0
Time-->

12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

le+07

8000000

6000000

4000000

2000000

Time-->

TIC: BP010958.D\data.ms

23.427

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Toluene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.923 5.89 ng/ul 908748 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 95
2 Toluene 92 C7H8 000108-88-3 95
3 Toluene 92 C7H8 000108-88-3 95
4 Toluene 92 C7H8 000108-88-3 90
5 Toluene 92 C7H8 000108-88-3 90
Abundance Scan 142 (3.923 min): BP010958.D\data.ms (-135) (-) m/z 91.00 100.00%
91.0
5000
AR maaRREE
3.60 3.80 4.00 4.20
Ofrrrbid 4 151120892669 35494198 4938 /7 91.95 58.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2759: Toluene
91.0
5000 TT T T T T[T T[T T T TTTT]
3.60 3.80 4.00 4.20
m/z 64.95 12.07%
O‘\2\7\.\p“\‘ﬂ\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
91.0
R R RN
3.60 3.80 4.00 4.20
5000 m/z 39.00 9.86%
0 27.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2753: Toluene ERRREsEELEEES R S
91.0 3.60 3.80 4.00 4.20
m/z 62.95 8.35%
5000
ol USRS WS L N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.181 2.18 ng/ul 336228 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
4 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 40
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 39
Abundance Scan 186 (4.181 min): BP010958.D\data.ms (-182) (-) m/z 43.00 100.00%

43.0
5000

‘pAo 3.80 4.00 4.20 4.40 4.60
| 1140 1931 2669 341.1 428.8 496.2 )
O i 3231 2009 34l 4288 A0 —  m/z 71.e0  34.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15585: Propanoic acid, 2-methyl-, 1-methylethyl ester
43.0

5000 A A A
3.80 4.00 4.20 4.40 4.60

m/z 41.00 21.70%

| {115.0
O‘\\\\"\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0

3.80 4.00 4.20 4.40 4.60
5000 m/z 39.00 8.27%

115.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15583: Propanoic acid, 2-methyl-, 1-methylethyl ester P e e
43.0 3.80 4.00 4.20 4.40 4.60

m/z 89.10 7.68%

5000
‘ 15.0
0‘H\wku%wuu‘u"_‘H‘H‘W“H‘H‘W‘H“H‘W‘H“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40 4.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

VOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
. S

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 3-Penten-2-one, 4-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.246  19.45 ng/ul 3001200 1,4-Dichlorobenzene-d4 7.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 3-Hexen-2-one 98 C6H100 000763-93-9 91
4 3-Hexen-2-one 98 C6H100 000763-93-9 91
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90

Abundance Scan 197 (4.246 min): BP010958.D\data.ms (-192) (-)
83.0

m/z 83.00 100.00%

5000

SR | N—
“ 4.00 4.20 4.40 4.60
el ) 142.9 2000 824.9 4018463.1521.2 /7 55,00  92.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #3653: 3-Penten-2-one, 4-methyl-
83.0
5000 LB LI L I RN
4.00 4.20 4.40 4.60
‘ m/z 43.00 38.66%
0‘\\‘\\i{d\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
4.00 4.20 4.40 4.60
5000 m/z 97.95 35.94%
Ol e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #3553: 3-Hexen-2-one e A AREEEEEY
55.0 4.00 4.20 4.40 4.60
m/z 39.00  25.58%
5000
0‘\‘\‘\\i{dm‘\‘\m,m\,m\‘mwm‘m\‘m\‘m\‘uu‘\ %‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
BP010958.D

: 11 Jul 2022 20:25
: CG/IU
: N3625-02 10X

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Propanoic acid, propyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.358 3.06 ng/ul 472150  1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74

Abundance Scan 216 (4.358 min): BP010958.D\data.ms (-212) (-) m/z 57.00 100.00%
57.0

5000
AT e
# 4.00 4.20 4.40 4.60
ol 1 2351 20702680 354.8414.7473.25325  n/z 75.00  33.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 L R R B R B I
4.00 4.20 4.40 4.60
m/z 43.00 18.50%
O‘\\‘”\‘j"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
At L Ammaanas s
4.00 4.20 4.40 4.60
5000 m/z 41.10 12.77%
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9263: Propanoic acid, propyl ester T A
57.0 4.00 4.20 4.40 4.60
m/z 42.05 8.48%
5000
o”,

4.00 4.20 4.40 4.60

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Data Path :
Data File :
: 11 Jul 2022 20:25
: CG/JU

: N3625-02 10X

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\

BP010958.D

: 15  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Acetic acid, butyl ester Concentration Rank 7

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

4.423 2.24 ng/ul 346257 1,4-Dichlorobenzene-d4 7.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 83
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
5 Isobutyl acetate 116 C6H1202 000110-19-0 38
Abundance Scan 227 (4.423 min): BP010958.D\data.ms (-223) (-) m/z 43.00 100.00%

43.0
5000 J\\

| 100.9 165.7 4.00 4.20 4.40 4.60 4.80
ol Al 10091657 2509 3568 424.4 5236 ./, 56,00 37.53%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9201: Acetic acid, butyl ester
43.0
5000 ‘HH‘/\\\T’\\“A\H\‘HH‘\H
4.00 4.20 4.40 4.60 4.80
m/z 41.00 17.56%
O‘\J\\L‘\“j\hge—\.p\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
4.00 4.20 4.40 4.60 4.80
5000 m/z 73.00 16.70%
0 101.0
T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9209: Acetic acid, butyl ester R R BEAREEREEE S
43.0 4.00 4.20 4.40 4.60 4.80
m/z 61.00 14.41%
5000

-

Ok JLOlo

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60 4.80

Page: 8
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.846  98.73 ng/ul 15231100 1,4-Dichlorobenzene-d4 7.699
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 299 (4.846 min): BP010958.D\data.ms (-285) (-) m/z 43.00 100.00%
43.0
5000 Jk
101.0 e R
" 4.60 4.80 5.00 5.20
ob Al | 207.026513248383644485029 1/, s9.00 59.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L I LN B
4.60 4.80 5.00 5.20
‘1010 m/z 101.00 20.93%
O‘\\”\H\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
R A REEEEEEE
4.60 4.80 5.00 5.20
5000 m/z 58.00 17.72%
101.0
R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl- R RRE R A A
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.82%
5000
101.0
0 II‘\ l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP0©62322.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.963 2.59 ng/ul 561182  Chrysene-d12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3039 (20.963 min): BP010958.D\data.ms (-3035) (- m/z 57.05 100.00%
1.0

o

5000
J ilﬁs "o 267.0 3561 2190
oL L m‘hHwmwH_Hf“l‘??ﬁ@}“?f‘?‘ m/z 55.00  85.50%
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol
55.0
5000 L
21.00
‘ 5.0 m/z 43.05 84.10%
O‘\\‘\M\l"\\\\‘1\‘\‘\\1\\‘I\\]_\Q\G‘\q\\z‘e\e\\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
C
21.00
5000 ITI/Z 83.05 80.44%
125.0
0 196.0 292.0 364.0
LR R R N R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane T
57.0 21.00
m/z 69.00 66.25%
5000
| ‘ ‘\ 196.0 269.0
0fprrh ,uWiwumw‘m"HwH_Wwwwm_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP@10958.D

Acqg On : 11 Jul 2022 20:25

Operator : CG/JU

Sample : N3625-02 10X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Phenol, 2,2'-methylenebis[6... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.057 19.24 ng/ul 4164940  Chrysene-di12 21.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,2'-methylenebis[6-(1,1... 368 C25H3602 000088-24-4 99
2 Phenol, 2,2'-methylenebis[6-(1,1... 368 C25H3602 000088-24-4 99
3 Phenol, 2,2'-methylenebis[6-(1,1... 368 C25H3602 000088-24-4 83
4 Phenol, 2,2'-methylenebis[6-(1,1... 368 C25H3602 000088-24-4 60
5 Phenol, 2,2'-methylenebis[6-(1,1... 368 C25H3602 000088-24-4 50

Abundance Scan 3055 (21.057 min): BP010958.D\data.ms (-3051) (- m/z 191.05 100.00%
191.1
5000
570 F 368.3 éfod
311.2 :
ok ’ o ‘ ‘JA“L"MW 25313112 | 42904898549, ./ 175 65  74.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277618: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl)
191.0
5000 —
368.0 21.00
m/z 163.05 58.94%
57.0 119F l 4110 /
1
O\\\‘“\\‘\\“h\“lh”\d\h‘\\\‘\\\\‘\\\\‘il\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
191.0
T \
21.00
5000 m/z 178.05 56.45%
368.0
57.0
119.0
0 253.0311.0
B R O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277617: Phenol, 2,2'-methylenebis[6-(1,1-dimethylethyl) — ‘
191.0 21.00
m/z 135.00 27.25%
5000 368.0
57.0
1109.
A OO Y il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071122\
Data File : BP010958.D

Acqg On : 11 Jul 2022 20:25
Operator : CG/JU

Sample : N3625-02 10X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062322.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|
ng/ul 908748 .699 3085360 20.
ng/ul 336228 .699 3085360 20.
ng/ul 3001200 .699 3085360 20.

Toluene 9
2
4
.1 ng/ul 472150 3085360 20.
2
7
6
2

Propanoic acid,...
3-Penten-2-one,...
Propanoic acid,...
Acetic acid, bu...
2-Pentanone, 4-...
1-Heneicosanol

Phenol, 2,2"'-me...

ng/ul 346257 699 3085360 20.
ng/ul 15231100 .699 3085360 20.
ng/ul 561182 .227 4328380 20.
ng/ul 4164940 .227 4328380 20.
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