LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

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-BP©51322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10368.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.311 34 38 41 rBV2 22601 31145 0.75% 0.973%
2 3.346 41 44 48 rvv2 21370 26798 0.65% 0.063%
3  3.634 91 93 96 rBV2 5517 5678 ©.14% 0.013%
4 3.769 112 116 133 rBV 147074 307564  7.42% @ 0.724%
5 3.999 149 155 162 rVvB9 7330 16903 0.41% 0.040%
6 4.087 166 170 174 rVB2 10238 13560 ©0.33% 0.032%
7 4.452 227 232 238 rVB3 21068 36906 ©0.89% 0.087%
8 4.616 255 260 268 rVB5 19478 34751 0.84% 0.082%
9 5.011 322 327 336 rBV3 5578 11934 0.29% 0.028%
106 5.405 391 394 401 rVBS8 4605 8514 0.21% 0.020%
11 5.693 440 443 447 rVB4 5529 6366 0.15% 0.015%
12 5.952 483 487 493 rW7 8677 16163 0.39% 0.038%
13 6.005 493 496 500 rVB6 3887 5356 ©.13% 0.013%
14 6.9065 644 649 657 rVw5s 6543 14972 0.36% 0.035%
15 7.063 670 676 687 rVB 140696 248041 5.98% 0.584%
16 7.228 694 704 712 rBV 434317 707245 17.06% 1.665%
17 7.30e5 712 717 724 rVB 20335 37550 0.91% ©0.088%
18 7.428 731 738 749 rBV 438443 737324 17.79% 1.736%
19 7.528 752 755 759 rVvVe 5328 7790 0.19% 0.018%
20 7.593 761 766 772 rVB2 32262 47741 1.15% 0.112%
21 7.899 811 818 825 rBV 554618 890342 21.48%  2.096%
22 7.963 825 829 841 rVB 115162 190469 4.59% 0.448%
23 8.487 913 918 920 rBv6 4407 7332 0.18% 0.017%
24 8.605 931 938 956 rBV 395784 734541 17.72%  1.729%
25 8.716 956 957 965 rvB8 3548 6254 0.15% 0.015%
26 9.057 1007 1015 1026 rBV 561143 987669 23.83%  2.325%
27 9.187 1031 1037 1039 rVWV 22886 34405 0.83% 0.081%
28 9.222 1039 1043 1053 rVB 117915 194902 4.70%  0.459%
29 9.504 1085 1091 1096 rBV2 14743 24454 0.59% 0.058%
30 9.781 1130 1138 1151 rBV 447521 775569 18.71% 1.826%
31 10.028 1173 1180 1189 rBV3 24121 51961 1.25% 0.122%
32 10.169 1200 1204 1207 rVB6 2441 4295 0.10% 0.010%
33 10.234 1207 1215 1223 rBV4 21434 47387 1.14% 0.112%
34 10.322 1223 1230 1244 rVV 658352 1181110 28.49% 2.781%
35 10.699 1284 1294 1309 rBV 777418 1338534 32.29% 3.151%

36 10.834 1309 1317 1334 rBV 593520 1203995 29.05% 2.834%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

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-BP©51322.M
Title : SVOA CALIBRATION
37 11.128 1360 1367 1372 rVB 5452 12217 0.29% 0.029%
38 11.522 1425 1434 1445 rBV 272517 541986 13.07% 1.276%
39 12.134 1528 1538 1543 rBvV3 10228 17837 0.43% 0.042%
40 12.198 1546 1549 1553 rVB6 3943 5204 0.13% 0.012%
41 12.287 1553 1564 1568 rBV 12563 26418 0.64% 0.062%
42 12.328 1568 1571 1579 rVB4 5258 10678 0.26% 0.025%
43 12.498 1595 1600 1603 rBV6 3058 5171 ©.12% 0.012%
44 12.810 1648 1653 1658 rVV7 7571 16062 ©0.39% 0.038%
45 12.898 1665 1668 1671 rBV5 5094 5935 0.14% 0.014%
46 12.945 1671 1676 1681 rVB2 21443 35068 ©0.85% 0.083%
47 13.022 1686 1689 1695 rBvV8 2843 6478 0.16% 0.015%
48 13.081 1695 1699 1702 rVB5 4000 5968 0.14% 0.014%
49 13.151 1707 1711 1713 rVB5 4123 4749 0.11% 0.011%
50 13.275 1728 1732 1735 rBV6 3379 5133 0.12% 0.012%
51 13.363 1742 1747 1754 rVB 39611 57196 1.38% 0.135%
52 13.504 1767 1771 1773 rBV5 5744 8256 0.20% 0.019%
53 13.940 1838 1845 1857 rBV 1470972 2045689 49.35% 4.816%
54 14.057 1863 1865 1869 rVB5 4472 5224 0.13% 0.012%
55 14.140 1875 1879 1883 rBV7 4551 8573 0.21% 0.020%
56 14.222 1883 1893 1908 rVV 1552241 2301104 55.51% 5.417%
57 14.434 1925 1929 1935 rVB3 12980 16081 ©0.39% 0.038%
58 14.528 1935 1945 1956 rBV2 1228227 1966925 47.45% 4.631%
59 14.734 1975 1980 1995 rVv2 83295 207337 5.00% 0.488%
60 14.951 2012 2017 2022 rBV2 39695 57428 1.39% 0.135%
61 15.116 2031 2045 2053 rBV5 46380 231204 5.58% 0.544%
62 15.339 2079 2083 2087 rBV3 9645 14993 0.36% 0.035%
63 15.387 2089 2091 2095 rVB4 10772 10216 0.25% 0.024%
64 15.522 2108 2114 2124 rBV 2061250 3016308 72.77% 7.101%
65 15.639 2128 2134 2148 rBV 488608 742916 17.92% 1.749%
66 15.769 2151 2156 2160 rBvV2 22459 32363 0.78% 0.076%
67 15.939 2182 2185 2188 rBV5 3467 4699 0.11% 0.011%
68 16.081 2206 2209 2210 rBV3 6241 6175 ©0.15% 0.015%
69 16.245 2235 2237 2240 rVB4 6519 6457 0.16% 0.015%
70 16.304 2244 2247 2252 rVB2 20215 28016 0.68% 0.066%
71 16.681 2306 2311 2315 rBV7 10960 19509 0.47% 0.046%
72 16.963 2355 2359 2362 rBV6 6727 10829 0.26% 0.025%
73 17.051 2369 2374 2377 rBV4 47271 84217 2.03% 0.198%
74 17.204 2397 2400 2403 rBV5S 6022 8307 0.20% 0.020%
75 17.281 2407 2413 2421 rBV 1581872 2266004 54.66% 5.335%
76 17.381 2423 2430 2442 rVV 2430854 3434142 82.84% 8.085%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

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-BP©51322.M
Title : SVOA CALIBRATION

77 17.510 2448 2452 2457 rVB 58273 71301 1.72% ©.168%
78 17.951 2524 2527 2532 rVB3 29960 36482 0.88% 0.086%
79 18.192 2559 2568 2573 rBV2 439956 852639 20.57% 2.007%
80 18.239 2573 2576 2581 rVB 56317 82918 2.00% ©.195%
81 19.192 2734 2738 2746 rVB5 47456 83136 2.01% 0.196%
82 19.263 2746 2750 2752 rBV 34363 52007 1.25% 0.122%
83 19.398 2769 2773 2781 rBV6 67656 100183  2.42% 0.236%
84 19.616 2804 2810 2815 rBV 3101636 4145263 100.00% 9.759%
85 19.839 2845 2848 2855 rVB3 33122 45073 1.09% ©0.106%
86 20.051 2881 2884 2891 rBV3 63517 107816 2.60% 0.254%
87 20.139 2897 2899 2903 rVB 44062 46670 1.13% 0.110%
88 20.622 2978 2981 2985 rVB3 54745 63792 1.54% 0.150%
89 21.074 3054 3058 3067 rBV 602343 881888 21.27% 2.076%
990 21.363 3102 3107 3113 rBV 1883679 2513247 60.63% 5.917%
91 23.639 3487 3494 3501 rBV2 1876912 3685511 88.91% 8.676%

92 23.792 3513 3520 3532 rVB2 1155901 2424438 58.49% 5.708%

Sum of corrected areas: 42476956
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

3000000

2500000

2000000

1500000

1000000

500000

: 16 May 2022 21:28
: CG/IU
: N2831-05

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
BP010368.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51322.M

: SVOA CALIBRATION

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

TIC: BP010368.D\data.ms

0

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

10 32210'699
7.899 9.057 ’ .834
7.228428 8.605 9.781
3769 7.06 11.522
BIUB 634 30087 4.45816 5.011 5.40%. 69695 6.905 113055293 s 8.481716 ﬁ@%.sm 10 11.128
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
TIC: BP010368.D\data.ms
19.616
17.381
15.522
17.281
13.044-222
1P NBAR 304 DG . 437 EE3397) .MMG.G&'&. sl

0

Time-->

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

- NS - = vai
R T L L B B A

12.00 12,50 13.00 13,50 14.00 14.50 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP010368.D\data.ms

23.639

21.363

Time-->

SFAM-EPA-BP@5

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\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.963 4.28 ng/ul 190469 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
Abundance Scan 829 (7.963 min): BP010368.D\data.ms (-825) (-) m/z 57.00 100.00%
57.0

%

5000
e e
{ ‘ 7.60 7.80 8.00 8.20
Olprbbhiy 1521 222.9283.0 354.9 4334 5352  n/z 41.00  35.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L R B B I
7.60 7.80 8.00 8.20
m/z 43.00 30.47%
O‘\\”\H\‘\J[\“\J‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
e MG AR
7.60 7.80 8.00 8.20
5000 m/z 55.05 26.09%
o“JHH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- e ARARREEERSS
57.0 7.60 7.80 8.00 8.20
m/z 56.05 21.43%
) M\
‘ 150 Jk
0‘\\i‘\”wJL\“:\[‘“hu‘\u\‘\u\‘uu‘\u\‘\m‘\m‘\m‘uu‘\ R R RS SE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 2 Nonanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.222 4.38 ng/ul 194902 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 Nonanal 142 CS9H180 000124-19-6 83
3 Nonanal 142 C9H180 000124-19-6 72
4 2-Heptene 98 C7H14 000592-77-8 38
5 (Z)-2-Heptene 98 C7H14 006443-92-1 30

Abundance Scan 1043 (9.222 min): BP010368.D\data.ms (-1039) (-) m/z 57.05 100.00%
57.0

5000 J\\
EERENEERESEE LSSy
“\ “ ‘Ll il 8.80 9.00 9.20 9.40 9.60
ol ALLF231190.9 2809 354.9 4211 5146 n 7 41.05  86.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22960: Nonana
57.0
5000 RN RN R
8.80 9.00 9.20 9.40 9.60
d} m/z 43.05 67.17%
‘ 4.0
O‘\‘\f‘J\‘\}Ih\“f?\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22963: Nonana
57.0
BEREEE S e e AR
8.80 9.00 9.20 9.40 9.60
5000 m/z 56.00 59.46%
L) e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22961: Nonanal AR e
41. 8.80 9.00 9.20 9.40 9.60
m/z 55.00 53.95%
5000
1‘»#14-0
O‘HfHHH“M%‘JHHWH“m‘mwm‘mWm‘mmm“ R T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60

SFAM-EPA-BP051322.M Thu May 19 13:30:48 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 3 Nonanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.522 8.10 ng/ul 541986 Naphthalene-d8 10.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Nonanoic acid 158 C9H1802 000112-05-0 90
3 Nonanoic acid 158 C9H1802 000112-05-0 90
4 Nonanoic acid 158 C9H1802 000112-05-0 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 72

Abundance Scan 1434 (11.522 min): BP010368.D\data.ms (-1425) (- m/z 59.95 100.00%

60.0
5000
T T

l 1r9.1 11.50

— M\LMH‘“19?‘-‘9‘H‘2‘59"9"35""-94‘1‘4-?“‘24-‘?‘75‘4‘5‘-“ m/z 73.0 77.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35296: Nonanoic acid
60.0
——

5000
11.50

m/z 57.05 61.15%

1f9.0
‘\\Hff‘I\‘f“‘f“%‘f\‘f\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
—

11.50

o

o

5000 m/z 41.10 55.18%
H 1F90
O‘HJLlﬂmﬁw‘w‘u‘u‘w‘u‘_‘H,H‘W‘H‘“‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid = ‘
60.0 11.50

m/z 55.00 46.24%

5000
129.0
ol lJfF i

‘\\\\‘ \\\‘\\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\

Data File : B
Acqg On 01
Operator : C
Sample I\
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

P010368.D

6 May 2022 21:28
G/JU

2831-05

5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051322.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 Hexathiane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.116 2.35 ng/ul 231204  Acenaphthene-di10 14.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 91
2 Cyclic octaatomic sulfur 256 S8 010544-50-0 40
3 Cyclobutane, 1,1'-(1,1,2,2-tetra... 354 C10H6F12 035207-94-4 7
4 Tetrazolo[1,5-b]pyridazine, 6-ch... 155 C4H2CINS 021413-15-0 5
5 Sulfur dioxide 64 02S 007446-09-5 4

Abundance Scan 2045 (15.116 min): BP010368.D\data.ms (-2031) (-  m/z 63.90 100.00%

63.9
5000 191.8
= —
12‘7-8 15.00 15.50
Ob e bk, 2669 341.9403.54616 5491 ;191 89 44.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 7 Ty
15.00 15.50
m/z 127.80 14.53%
O \\‘\‘\‘\\\“\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143937: Cyclic octaatomic sulfur
64.0
peoael e
15.00 15.50
5000 ITI/Z 65.90 11.57%
128.0 19, () 256.0
0 H\‘\m\M\m\‘M\$‘H\\ﬁu\\‘u\\_\\\_\\\_\\w\\\w\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262918: Cyclobutane, 1,1'-(1,1,2,2-tetrafluoro-1,2-ethan = e
64.0 15.00 15.50
m/z 193.80 11.00%
5000
obohl | 17702350 3350
et TR TR el Falon
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\

Data File : B
Acqg On 01
Operator : C
Sample I\
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library
TIC Integrati

Library Search Compound Report

P010368.D

6 May 2022 21:28
G/JU

2831-05

5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051322.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
on 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

Concentration Rank 2

Peak Number 5 1-Hexadecanol, 2-methyl-

R.T. EstConc Area Relative to ISTD R.T.
18.192  7.53 ng/ul 852639 Phenanthreme-dio 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 58

2 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 58
3 Pentadecafluorooctanoic acid, tr... 596 C21H27F1502 1000406-04-3 58
4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 58
5 n-Tridecan-1-o0l 200 C13H280 000112-70-9 55

Abundance Scan 2568 (18.192 min): BP010368.D\data.ms (-2559) (-  m/z 55.00 100.00%

53.0
5000
= ==
" L oss 18.00 1850
0 Mm" | AL [ 1962 2809 357.3 47615400 ./, 5710 62.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143665: 1-Hexadecanol, 2-methyl-
57.0
5000 = eSS
18.00 18.50
m/z 43.05 46.48%
WIS, 200
O\\f [!H\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\\\‘\\\\‘\\H‘\H\‘H\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester
57.0
. ]
18.00 18.50
5000 ITI/Z 56.05 45.06%
5.0 196.0
0 J WL L, ] 281.0 369.0 592.1
‘H“H‘_H‘“H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HV
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346374: Pentadecafluorooctanoic acid, tridecyl ester = P
57.0 18.00 18.50
m/z 41.05 38.18%
5000
182.0
ol LU0, ] 281.0 369.0 4550  578.0
e e e e e e T e S —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.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 6 Octacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.074 7.02 ng/ul 881888  Chrysene-di2 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Octadecene 252 C18H36 000112-88-9 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

Abundance Scan 3058 (21.074 min): BP010368.D\data.ms (-3054) (-  m/z 57.10 100.00%
57.1

%

Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester :
57.0 21.00
m/z 69.05 59.45%

5000
21.00
07.0
o"m“H“f“H,mH_"“2‘?‘1‘0‘“3?"5‘1“‘1‘1‘7}‘&5?‘5?“‘9 m/z 43.05 85.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308224: Octacosanol
57.0
5000 — :
21.00
‘ 392.0 m/Z 55.00 79.96%
O ‘JI}AIE-!‘Q‘S‘}OlIZlB‘5WO312f30[J\T‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138521: 1-Octadecene
57.0
— 1
21.00
5000 ITI/Z 83.05 66.80%
ok HALLL |1830252°
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
=

5000

224,
oL UL, g 2200 420.0
SNEP T80V O . S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

E
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051622\
Data File : BP010368.D

Acqg On : 16 May 2022 21:28
Operator : CG/JU

Sample : N2831-05

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51322.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|
1-Hexanol, 2-et... 7.963 4.3 ng/ul 190469 1 7.899 890342 20.0
Nonanal 9.222 4.4 ng/ul 194902 1 7.899 890342 20.0
Nonanoic acid 11.522 8.1 ng/ul 541986 2 10.698 1338530 20.0
Hexathiane 15.116 2.4 ng/ul 231204 3 14.528 1966930 20.0
1-Hexadecanol, ... 18.192 7.5 ng/ul 852639 4 17.281 2266000 20.0
Octacosanol 21.074 7.0 ng/ul 881888 5 21.363 2513250 20.0
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