LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13134.D

Acqg On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc :

ALS Vvial : 13  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-BP120722.M
Title : SVOA CALIBRATION

Signal : TIC: BPO13134.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.340 22 26 37 rvB 176584 237825 ©.39% 0.096%
2 3.776 97 100 113 rBV 371311 565151 0.93% 0.227%
3 3.876 113 117 125 rVB 74778 109533 0.18% 0.044%
4 3.999 133 138 144 rVB 91695 138755 ©.23% 0.056%
5 5.040 309 315 324 rVB 638739 913088 1.51% 0.367%
6 7.111 659 667 680 rBV 2701727 4379521 7.22% 1.761%
7 7.281 690 696 707 rBV 2449920 3744375 6.18% 1.506%
8 7.481 723 730 741 rBV 2829321 4487345 7.40% 1.804%
9 7.958 803 811 818 rBV 2044487 3186218 5.26% 1.281%
10 8.663 924 931 943 rBV 2693284 4286881 7.07% 1.724%
11 8.787 946 952 959 rVB 121800 198825 ©.33% 0.080%
12 9.122 1002 1009 1022 rBV 2818058 4568080 7.53% 1.837%
13 9.528 1073 1078 1086 rBV 86058 138544 ©.23% 0.056%
14  9.846 1122 1132 1150 rBV 2250240 3862903 6.37% 1.553%
15 9.987 1152 1156 1164 rVV2 33435 72087 0.12% 0.029%
16 10.387 1217 1224 1241 rBV 3503457 5815131 9.59% 2.338%
17 10.769 1280 1289 1296 rBV 2746231 4688691 7.73% 1.885%
18 10.910 1304 1313 1331 rBV 1329044 2539484 4.19% 1.021%
19 11.552 1412 1422 1428 rBV9 23244 68987 0.11% 0.028%
20 12.175 1524 1528 1535 rVB 73646 106835 ©.18% 0.043%
21 12.293 1538 1548 1552 rBV2 43883 88430 0.15% 0.036%
22 12.352 1553 1558 1563 rVB2 62939 99002 0.16% 0.040%
23 13.410 1728 1738 1745 rVWV 132496 223326 0.37% 0.090%
24 13.516 1747 1756 1762 rVWW3 = 27525 83655 0.14% 0.034%
25 14.004 1832 1839 1848 rBV 6182934 8559524 14.12%  3.442%

26 14.122 1854 1859 1865 rVB6 42922 67714
27 14.187 1865 1870 1874 rBV 81749 110244 0.18%
28 14.293 1881 1888 1898 rBV 7062889 10250462 16.91%

[
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=
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NOOPhOO®
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N
N
R

29 14.481 1916 1920 1925 rVB 87696 117923 0.19% 047%
30 14.598 1928 1940 1947 rBV 4325187 6295523 10.38% 532%
31 14.787 1964 1972 1992 rBV 2060484 3289260 5.43% 1.323%
32 14.946 1995 1999 2004 rVV3 82949 143715 ©.24% 0.058%
33 15.010 2004 2010 2019 rVV8 69054 177877 ©.29% 0.072%
34 15.593 2102 2109 2115 rBV 8939016 12889031 21.26% 5.183%
35 15.640 2115 2117 2122 rVV2 43398 61296 ©0.10% 0.025%
36 15.704 2122 2128 2144 rVV 2619507 3728312 6.15%  1.499%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13134.D

Acqg On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc :

ALS Vvial : 13  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-BP120722.M
Title : SVOA CALIBRATION
37 15.828 2145 2149 2156 rVB2 46078 80745 0.13% 0.032%
38 15.957 2165 2171 2183 rVB 5485961 7202251 11.88% 2.896%
39 16.522 2262 2267 2273 rVB 269550 376145 0.62% 0.151%
40 17.351 2402 2408 2413 rVV 4884594 6904151 11.39% 2.776%
41 17.392 2413 2415 2419 rVV 155995 211334 ©.35% 0.085%
42 17.451 2419 2425 2434 rVV 8738959 12282873 20.26% 4.939%
43 17.539 2438 2440 2448 rVB7 51260 79732 0.13% 0.032%
44 18.110 2532 2537 2541 rBV5 59628 106626 ©.18% 0.043%
45 18.163 2542 2546 2552 rBV 357954 519871 ©0.86% 0.209%
46 18.228 2552 2557 2582 rVV 2874541 4386252 7.23% 1.764%
47 18.698 2635 2637 2641 rVB5 64280 79639 0.13% 0.032%
48 19.110 2702 2707 2715 rBV6 100135 228101 ©.38% 0.092%
49 19.210 2720 2724 2727 rBV2 90647 130094 0.21% 0.052%
50 19.257 2729 2732 2738 rVB2 138675 198956 0.33% 0.080%
51 19.345 2738 2747 2762 rBV3 3496265 6884458 11.36% 2.768%
52 19.457 2762 2766 2781 rVB 966595 1638317 2.70% 0.659%
53 19.681 2799 2804 2816 rVB 9555388 13294317 21.93% 5.346%
54 20.192 2889 2891 2896 rVB2 149121 165403 0.27% 0.067%
55 21.133 3046 3051 3062 rBV 1474796 2744325 4.53% 1.104%
56 21.439 3097 3103 3107 rBV 4086011 5747739 9.48% 2.311%
57 23.133 3387 3391 3398 rBV2 1038019 1910220 3.15% ©0.768%
58 23.757 3490 3497 3514 rVB2 5366259 11572133 19.09% 4.653%
59 23.922 3518 3525 3538 rVB2 2842682 5893164 9.72% 2.370%
60 24.539 3625 3630 3640 rVB 1384695 2922656 4.82% 1.175%

61 26.463 3950 3957 3976 rVB3 1374125 4859850 8.02% 1.954%
62 27.480 4121 4130 4151 rVB3 1827688 7336933 12.10% 2.950%
63 28.533 4293 4309 4331 rVB2 13895596 60627822 100.00% 24.380%

Sum of corrected areas: 248677660
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13134.D

Acq On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP013134.D\data.ms

1.4e+07
1.2e+07
le+07
8000000
6000000

4000000 10.387

713154481 8.663 9.122 0.845 10.769

2000000 7258 910
5.040
(B340 34 Bmno \ }\ 787 9.528 9.987 /\ 11552
= T T " T T 17

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP013134.D\data.ms

1.4e+07

1.2e+07

1e+07 19.681
15.593 17.451
8000000 14293
14.004

6000000 15.957

17.3%1
14.598
4000000 19.345

4757 15.704 18.228
2000000 ' 1 ASjk_’MM
1227850 133¥16 M 2d%.4 DAR0 15/666 16.522 17659839 1B11®° 18.69819m0R2 20.192
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP013134.D\data.ms
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Data Path : z
Data File : B

Acq On 1
Operator : C
Sample : N
Misc

ALS vial : 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
PO13134.D

9 Dec 2022 19:30

G/JU

6006-12

3  Sample Multiplier: 1

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T.
5.040 5.73 ng/ul 913088 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 32
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
Abundance Scan 315 (5.040 min): BP013134.D\data.ms (-309) (-) m/z 43.00 100.00%
43.0
5000
1011 LB L B R R IR R
‘ ’ 4.80 5.00 5.20 5.40
ol bt 20702689 3411 4160 5227 n/z 59.10  54.47%
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 LB B B R LA R
4.80 5.00 5.20 5.40
m/z 101.05 18.30%
O"Illq‘L.O’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
AR
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.90%
o_m,"ﬁ‘?ﬁ?‘_m,w_‘H_WH_WH_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.36%
5000
ol i 1020
- R BT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13134.D

Acq On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.957 22.88 ng/ul 7202250  Acenaphthene-d10 14.599
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 93
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2171 (15.957 min): BP013134.D\data.ms (-2165) (- m/z 104.95 100.00%
105.0
182.1
5000
—
39 16.00
Of Pl L 28418425 A428.9486.75461 /7 77.e0  65.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T T
16.00
m/z 182.05 58.55%
27.0
O \\‘\‘\‘\\”\\‘\\\\‘h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
——
182.0 16.00
5000 ’ m/z 51.00 26.00%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone A\‘ —
105.0 16.00
m/z 181.05 9.51%
5000 182.0
0 27‘0‘ 1 .
e e e e e “
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Data Path :
Data File :
Acq On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
BPO13134.D
: 19 Dec 2022 19:30

Operator : CG/JU

Sample
Misc

ALS vial : 13

Quant Method :
Quant Title

TIC Library

: N6006-12

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.228 12.71 ng/ul 4386250  Phenanthrene-di0 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2557 (18.228 min): BP013134.D\data.ms (-2552) (-

9.

m/z 73.00 100.00%

—

5000
213.2 :
UH 30 \ 18.00 18.50
ob WMLLEEPD || pe21 355041534762 549 10 43 10 s0.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 =71 1 7
18.00 18.50
U 213.0 m/z 60.00 89.24%
O‘\\\ ‘H \l\“‘\h\“\\‘ \WIW\‘\‘\\!‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
—— —
18.00 18.50
5000 ITI/Z 41.10 72.66%
129.0
0“‘4H \HL““W\}$“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid —r— =
43.0 18.00 18.50
m/z 57.10 72.27%
5000 256.0
129.0
RTINS I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP120722.M Tue Dec 20 13:43:49 2022 Page: 6



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

. 19

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
BP013134.D

Dec 2022 19:30

: CG/JU
: N6006-12

.13

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.457 5.70 ng/ul 1638320  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 97
4 Octadecanoic acid 284 (C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2766 (19.457 min): BP013134.D\data.ms (-2762) (- m/z 43.10 100.00%
43.1
241.2 —
il Ll 19.50
Ol i h Ad Ll | 840040214611 5891 /. 7366  92.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 —
19.50
’ 284.0 m/z 60.00 83.27%
O’I"hmx‘“l\!\\!lll‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
—
19.50
5000 m/z 57.10 78.17%
‘ ‘ 1850  284.0
ob b L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid T
73.0 19.50
m/z 55.10 71.33%
5000 284.0
185.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

SFAM-EPA-BP120722.M Tue Dec 20 13:43:50 2022 Page: 7



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13134.D

Acq On : 19 Dec 2022 19:30

Operator : CG/JU

Sample : N6006-12

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pentadecafluorooctanoic aci... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.133 9.55 ng/ul 2744330  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Cyclopentadecane 210 C15H3e 000295-48-7 93
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 3051 (21.133 min): BP013134.D\data.ms (-3046) (- m/z 57.10 100.00%
57.1
- L,JLA
== —
‘ ﬁ“ 2070 21.00 21.50
bty 2007 2801 S55.1 47615455 sz 43.05  88.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl este
57.0
5000 T —
21.00 21.50
m/z 55.10  81.90%
’ Fio 210.0
O\\J\J‘\‘\‘\\‘\‘\H\‘L*‘l\‘\\l\‘LH\‘2\\8\].\.‘()\\H‘H\4%5\‘\0\‘\\\\‘\\\\‘\\\696\.\l
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #244232: Cyclotetracosane
43.0
— T —
21.00 21.50
5000 m/z 83.10 72.84%
1.0
o L1 smozm00 oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #248981: 1-Heneicosyl formate T T
57.0 21.00 21.50
m/z 69.05 67.98%
5000
5.0
{ \ 196.0 294.0
oL 28 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00 21.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Tit

TIC Libra

TIC Integration Parameters:

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

BP©13134.D

: 19 Dec 2022 19:30
: CG/JU

: N6006-12

: 13 Sample Multiplier: 1

le

ry

. SVOA CALIBRATION

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

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.539 9.92 ng/ul 2922660  Perylene-di12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Heptadecane 240 C17H36 000629-78-7 94
4 2-Methyltetracosane 352 (C25H52 001560-78-7 94
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
Abundance Scan 3630 (24.539 min): BP013134.D\data.ms (-3625) (- m/z 57.10 100.00%
57.1
5000 /\J\\f
2450 |
207.0 | :
of WL 20702671 sse1a17o asonses o, 7130 6638
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane
57.0
5000 — :
24.50
m/z 43.10 61.24%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
LN \
24.50
5000 m/z 85.10 49,12%
239.0
o AT P sm0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane —
57.0 24.50
m/z 55.05  23.30%
h /V\JLL/\
‘ 127.0 240.0
LT B 0 e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP121922\

Data File : BP@13134.D

Acq On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
. SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
26.463 16.49 ng/ul 4859850  Perylene-di2 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Triacontane 422 C30H62 000638-68-6 92
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 2-Methylhexacosane 380 C27H56 001561-02-0 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3957 (26.463 min): BP013134.D\data.ms (-3950) (- m/z 57.10 100.00%
57.1

F

5000
26.50
13.1
ow,‘\‘M*‘:u%u‘""um‘uH‘_2‘??‘?”““49?‘?’“_”59‘3?“‘ m/z 43.10  69.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 R
26.50
m/z 71.10 68.84%
1 2390
ol LR 308,0
‘\\\’\\\\‘\\\\‘\\1\[1\\1[\\F\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

+-

Abundance #314331: Triacontane
57.0
26.50
5000 ITI/Z 85.10 50.53%
o |LT10 1970 2670 3370 4220
e A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane —
57.0 26.50
m/z 55.10  30.33%
5000
1690
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13134.D

Acq On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.480  24.90 ng/ul 7336930  Perylene-di12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 93
3 .beta.-Sitosterol 414 C29H500 000083-46-5 90
4 Pregn-5-en-3-o0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 64
5 (3S,85,95,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 50
Abundance Scan 4130 (27.480 min): BP013134.D\data.ms (-4121) (- m/z 43.10 100.00%
43.1
5000 105.1 213.2 JJL
—
Il I
oAbl 47615349 n/z 55.05 61.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 L
414.0 27.50
V 2130 303.0 m/z 57.10 56.48%
ol ‘J‘w .J“ hl“ﬁMlmw l‘m‘l‘ﬂ) fke Lo ‘ : ‘ e ‘H‘ ‘ ‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
—
27.50
5000 m/z 105.10 51.72%
107.0 414.0
b ee, 253
0l “ ‘“““ ““!“t‘h“”ﬂ"hﬂm 1 wt HM- N I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol T
43.0 27.50
m/z 107.05 51.33%
5000
414.0
‘ ‘ \ ‘ 255.0 329.0
ol ‘u“‘“w\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@13134.D

Acq On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 2-Amino-.alpha.-[2-chloroph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.533 205.76 ng/ul 60627800  Perylene-di12 23.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Amino-.alpha.-[2-chlorophenyl]... 273 C15H12C1NO2 1000254-08-5 59
2 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 38
3 6-(Trifluoromethoxy)-1H-indole-2... 273 C12H10F3NO3 1000499-75-7 25
4 2-{[(4-Methyl-2-pyridinyl)amino]... 256 C13H16N4Si 1010494-07-4 15
5 Cobaltocene, 1,1'-diacetyl- 273 C14H14Co002 073249-54-4 11
Abundance Scan 4309 (28.533 min): BP013134.D\data.ms (-4293) (- m/z 241.20 100.00%
241.2
95.1 425.4
5000
63.1 S |
m e
3233
ol3 .\W Em‘mv‘% hd2ere 11| 489.1849 1y 573 15 89.e0%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164710: 2-Amino- alpha -[2 chlorophenyl]cinnamic acid
3.0
96.0 165.0
5000 A :
28.50
l m/z 95.10 60.13%
O' \H]"\‘"\I!‘{‘\J‘\mW“M\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
273.0 425.0
T \
28.50
5000 109.0 m/z 425.35  58.30%
m 89.0
o, m\MMMIML,4x3550
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164296: 6-(Trifluoromethoxy)-1H-indole-2-carboxylic aci T ‘
273.0 28.50
m/z 71.10 47.70%
5000
173.0
69.0 l
R S L — A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121922\
Data File : BP@O13134.D

Acqg On : 19 Dec 2022 19:30
Operator : CG/JU

Sample : N6006-12

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120722.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|
2-Pentanone, 4-... 5.040 5.7 ng/ul 913088 1 7.958 3186220 20.0
Benzophenone 15.957 22.9 ng/ul 7202250 3 14.599 6295520 20.0
n-Hexadecanoic ... 18.228 12.7 ng/ul 4386250 4 17.351 6904150 20.0
Octadecanoic acid  19.457 5.7 ng/ul 1638320 5 21.439 5747740 20.0
Pentadecafluoro... 21.133 9.6 ng/ul 2744330 5 21.439 5747740 20.0
(DEL) Alkane: S... 24.539 9.9 ng/ul 2922660 6 23.922 5893160 20.0
(DEL) Alkane: S... 26.463 16.5 ng/ul 4859850 6 23.922 5893160 20.0
.gamma.-Sitosterol 27.480 24.9 ng/ul 7336930 6 23.922 5893160 20.0
2-Amino-.alpha.... 28.533 205.8 ng/ul 60627800 6 23.922 5893160 20.0
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