LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136449.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 15 19 27 rvB2 31601 53765 2.45% 0.279%
2 5.040 497 502 509 rVB 247231 282835 12.87% 1.469%
3 5.446 566 571 574 rBV 2374457 2073545 94.32% 10.771%
4 6.446 736 741 744 rBV 2130348 1973354 89.76% 10.250%
5 6.634 770 773 779 rVB2 52138 47757 2.17% 0.248%
6 6.728 785 789 792 rBV 25319 26156 1.19% 0.136%
7 6.798 798 801 805 rVB 864718 665858 30.29%  3.459%
8 7.187 864 867 871 rBV2 26596 27816 1.27% 0.144%
9 7.357 892 896 900 rVB 1279267 1256233 57.14% 6.525%
106 7.393 900 902 905 rVB 110147 77080  3.51% 0.400%
11  7.445 905 911 915 rBV5 32274 60753 2.76% 0.316%
12 7.598 934 937 945 rVB5 41394 64077 2.91% 0.333%
13 7.763 961 965 967 rVB3 29596 37133 1.69% 0.193%
14 7.792 967 970 972 rBV2 45342 46181 2.10% 0.240%
15 8.075 1012 1018 1021 rBV 1052212 995068 45.26% 5.169%
16 8.140 1024 1029 1031 rVB2 59359 72595 3.30% 0.377%
17 8.251 1040 1048 1049 rBV5 20550 37712 1.72% 0.196%
18 8.275 1049 1052 1055 rVB2 38684 34574 1.57% 0.180%
19 8.369 1063 1068 1070 rBV3 51034 66037 3.00% 0.343%
20 8.422 1075 1077 1080 rVB3 40372 39740 1.81% 0.206%
21 8.457 1080 1083 1086 rBvV3 53125 55439 2.52% 0.288%
22 8.498 1086 1090 1092 rBV3 67061 57443 2.61% 0.298%
23 8.581 1100 1104 1107 rBvV2 81225 72562 3.30% 0.377%
24  8.669 1116 1119 1123 rBV 255362 203002 9.23% 1.054%
25 8.769 1133 1136 1138 rVB4 32372 27865 1.27% 0.145%
26 8.898 1154 1158 1160 rBV2 58580 56749 2.58% 0.295%
27 9.034 1177 1181 1185 rVB4 47827 61737 2.81% 0.321%
28 9.075 1185 1188 1190 rBv2 32345 26629 1.21% 0.138%
29 9.098 1190 1192 1194 rVV2 62996 50788 2.31% 0.264%
30 9.157 1197 1202 1205 rBV 2602130 2198386 100.00% 11.419%
31  9.234 1212 1215 1220 rBV 255180 217550 9.90% 1.130%
32 9.304 1224 1227 1230 rVB2 39553 33400 1.52% 0.173%
33 9.410 1240 1245 1246 rBV5 19227 26704 1.21% 0.139%
34 9.469 1252 1255 1257 rBV4 23391 29009 1.32% 0.151%
35 9.510 1261 1262 1265 rvv3 41861 35432 1.61% 0.184%

36 9.557 1265 1276 1272 rVW3 98768 116171 5.28% ©0.603%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_ F\Methods\8270-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.581 1272 1274 1277 rVW2 61635 58141 2.64% 0.302%
38 9.616 1277 1280 1283 rVB2 52937 46458 2.11% 0.241%
39 9.769 1303 1306 1309 rVB 247299 183432 8.34% 0.953%
40 9.834 1313 1317 1320 rVB 995868 778131 35.40% 4.042%
41  9.934 1330 1334 1341 rVB 112311 158417 7.21% 0.823%
42 10.004 1342 1346 1348 rBvV3 28092 41137 1.87% 0.214%
43 10.092 1357 1361 1364 rBV3 51925 65408  2.98%  0.340%
44 10.157 1369 1372 1378 rVB8 16265 31448 1.43% 0.163%
45 10.269 1388 1391 1394 rVB 218500 163811 7.45% ©0.851%
46 10.492 1423 1429 1435 rBV 66490 96187 4.38% 0.500%
47 10.575 1440 1443 1446 rBV2 23842 26797 1.22% 0.139%
48 10.622 1446 1451 1455 rBV 1022375 946268 43.04%  4.915%
49 10.745 1469 1472 1480 rVB 181196 207255 9.43% 1.077%
50 11.192 1545 1548 1551 rBV 124592 109520 4.98% 0.569%
51 11.222 1551 1553 1559 rVB2 56273 62426  2.84% 0.324%
52 11.322 1567 1570 1573 rBV 700128 595051 27.07% 3.091%
53 11.345 1573 1574 1577 rVWV 93693 64725 2.94% 0.336%
54 11.398 1580 1583 1587 rVB 29952 32889 1.50% 0.171%
55 11.622 1618 1621 1624 rBV 105130 76457  3.48% 0.397%
56 11.863 1658 1662 1671 rBV 360838 383699 17.45%  1.993%
57 12.033 1688 1691 1694 rBV 78437 63679 2.90% 0.331%
58 12.422 1753 1757 1762 rVB 61400 69419 3.16% 0.361%
59 12.539 1774 1777 1780 rBV 117952 125540 5.71% 0.652%
60 12.569 1780 1782 1791 rVB2 108158 163808 7.45% 0.851%
61 12.651 1793 1796 1801 rBV 113579 119362 5.43% 0.620%
62 12.769 1813 1816 1819 rVB 95353 83821 3.81% 0.435%
63 12.798 1819 1821 1823 rVB 48635 34668 1.58% ©0.180%
64 12.922 1838 1842 1845 rBV 1744579 1524447 69.34% 7.918%
65 13.157 1879 1882 1887 rBvV2 45287 60440 2.75% 0.314%
66 13.498 1938 1940 1944 rBV3 33768 37729 1.72% 0.196%
67 13.845 1995 1999 2005 rBv4 87076 143882 6.54% 0.747%
68 13.974 2017 2021 2024 rBV 718454 679060 30.89% 3.527%
69 14.074 2034 2038 2042 rVB2 98514 119327 5.43% 0.620%
70 14.457 2100 2103 2106 rBV3 95914 104763 4.77% 0.544%

71 15.463 2269 2274 2278 rBV 458133 587248 26.71% 3.050%

Sum of corrected areas: 19251985
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\

BF136449.D
: 07 Dec 2023 16:21
: CG\JU
: 05630-03
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

o

Time-->

150

TIC: BF136449.D\data.ms

5.446
6.446

7.357

6.798

5.040

7
| 6.694 7.187 1436598

o~
L L L B L L L L B L L L B B L L B L L BB I L B R I LR I

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF136449.D\data.ms

9.157

12.922

8.075 10.622

9.834

0
Time-->

\ \ —
10.00 10.50 11.00

T — — —
11.50 12.00 12.50 13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF136449.D\data.ms

13.974

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21

Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.040 8.50 ng 282835 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 502 (5.040 min): BF136449.D\data.ms (-497) (-) m/z 43.05 100.00%

3.0
5000
101'0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
| ‘ 4.80 5.00 5.20 5.40
Ol tl®0 2068 /7 50,108 65.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL B L L I I BN L
4.80 5.00 5.20 5.40
m/z 101.00 24.10%
101.0
O\\\\‘\m‘\\“”i\\}‘\\\\"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R  AREmEE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 17.06%
101.0
15.0
0 \‘ il ‘ 69.0 I
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e ARRamaEEREET
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.08%
5000
0 37\ \‘H 12\60
e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.669 4.08 ng 203002 Naphthalene-d8 8.075

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
Abundance Scan 1119 (8.669 min): BF136449.D\data.ms (-1116) (-) m/z 57.10 100.00%
57.1
5000
85.1
R RREREESS SRR
8.40 8.60 8.80 9.00
131.0
0 m‘mJ“;HH‘_JM1”J_m_m_‘1??‘9‘1‘?“‘”2“”wm m/z 43.10  68.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 L L R L L B BRI
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 52.03%
0 \‘ ‘\\ H \‘\ N ‘11?0\14\1 0 169.0 212 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
 RRRRN R SRR
8.40 8.60 8.80 9.00
5000 m/z 41.10 36.31%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane R Ema
57.0 8.40 8.60 8.80 9.00
m/z 85.10 30.89%
5000 85.0
29.0
0 H“‘u\‘“uHH_‘wwﬁ%ﬁ?&%&?&699}2?9”\”\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.234 5.59 ng 217550  Acenaphthene-di10 9.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1215 (9.234 min): BF136449.D\data.ms (-1212) (-) m/z 57.05 100.00%
57.0
5000
85.1
e ARBBRAREEE S
| H | 113.1 1401 168.0 198.3 9.00 9.20 9.40 9.60
0 m‘mm‘emwmlmm‘_m_m_‘H_MHWWW m/z 43.10  64.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L L L LI L B
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 53.53%
d h L |, ;11301410 184.0
0 \\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R ARARGEREEE AL
9.00 9.20 9.40 9.60
5000 m/z 85.10 34.08%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane R
57.0 9.00 9.20 9.40 9.60
m/z 41.05 30.41%
5000
85.0
29.0
oL L 120 1410 1700
I A AR REaRs RS AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 4 Carbonic acid, tetradecyl v... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.557 2.99 ng 116171  Acenaphthene-di10 9.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
2 Tritetracontane 605 C43H88 007098-21-7 64
3 Nonadecane 268 C19H40 000629-92-5 58
4 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 58
5 Tetratetracontane 619 C44H90 007098-22-8 58

Abundance Scan 1270 (9.557 min): BF136449.D\data.ms (-1265) (-) m/z 57.10 100.00%

57.1
- M
T \
13‘2.1 950
0‘HM‘WNMMWJ%?%QH‘H‘WH‘W‘H‘_‘HM‘H‘H‘WH‘W“ m/z 71.05 87.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #178950: Carbonic acid, tetradecy! vinyl ester
57.0
5000 =
9.50
m/z 43.10 74.73%
O\\I‘\J‘\l\‘\l‘\k“f?.\(‘)\‘}??;(\)\!“HH‘H\\‘HH‘HH‘\H\‘HH’HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
T \
9.50
5000 m/z 85.05 46.01%
ohd ”j 127.0197.0 267.0337.0  463.0 533.0 604
A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158598: Nonadecane =T I
57.0 9.50
m/z 55.10 42.14%
- M/\M
ob MR 19702080 g -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 5 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.769 4.71 ng 183432  Acenaphthene-di10 9.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 1306 (9.769 min): BF136449.D\data.ms (-1303) (-) m/z 57.10 100.00%

57.1
5000 85.1

S
9.50 10.00
113.1140.1 169.2 2123

e e O e+ m/z 43.10  60.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane
57.0

5000 m—— e
85.0 9.50 10.00

m/z 71.10 54.31%

29.0
\‘ A H \‘\ A ‘11?0\14\101690 2120
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0

I
9.50 10.00

o

o

5000 m/z 85.10 38.28%
85.0
29.0
0 \M“Mwﬂ%mwm%mmnm

T I e B e B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane P —
57.0 9.50 10.00

m/z 41.05 29.79%

5000 85.0
29.
‘ h [l \\‘11\3 0141.0169.0106.0 240

LSSRENNRY| S S S R et S R R —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknown9.934 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.934 4.07 ng 158417  Acenaphthene-di10 9.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(5-Hydroxy-1H-1,2,4-triazol-3-... 155 C5H5N303 1000443-34-0 22
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 11
3 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 11
4 2H-Pyran-4-carboxylic acid, 3,4-... 170 C9H1403 038858-64-9 11
5 Succinic acid, cyclohexylmethyl ... 315 C18H21NO4 1000389-81-4 10

Abundance Scan 1334 (9.934 min): BF136449.D\data.ms (-1330) (-) m/z 43.10 100.00%

43.1
5000
69.0
—
170.1 197.1 10.00
Ol bbbt o m/z 97.100 59.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32420: 3-(5-Hydroxy-1H-1,2,4-triazol-3-yl)prop-2-enoic
137.0
5000 1
10.00
53.0 g0.0 m/z 57.10  56.94%
H ‘ 109.0
O\\\\‘\\\}H‘ \\“\‘\H\\‘H\\\\‘\\‘H\\‘\\\\“\\\1‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
——
10.00
5000 m/z 137.05 55.99%
27.0 ‘ ‘
o‘Hw‘UHHHM‘u““‘1"U_Hu‘wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7623: 2-Pentene, 2,3,4-trimethyl- —
55.0 97.0 10.00
m/z 101.10  55.46%
5000
27.0
0 L e,
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.269 4.21 ng 163811  Acenaphthene-di10 9.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Nonadecane 268 C19H40 000629-92-5 87
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Tridecane 184 C13H28 000629-50-5 72
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1391 (10.269 min): BF136449.D\data.ms (-1388) (- m/z 57.10 100.00%
57.1

‘ 13114111721 226.3 .
H‘HHﬂuwpﬂmﬂumkww_m‘pu‘_HW‘HW‘HW‘HWH‘WH“ m/z 43.85 61.86%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107216: Hexadecane
57.0

5000 —T
85.0 10.00 10.50
m/z 71.10 57.48%

29.0
TT ‘ \‘\‘\ T \H“ T \H} T “1‘\ T \M“]:]\-f"(\)“\]_\?“]_\.\(\)‘ﬁ?%.\c’)\]T?Z.\O\\z\‘2\§'\\0’ TTTT ‘ TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0

de
10.00 10.50
5000 8.0 m/z 85.05 38.11%
29.0
113.0

L HH\ \H\ h‘ i \\14‘\1016901970 268(
e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107244: Dodecane, 2-methyl-6-propyl-

L
il
57.0 10.00 1050
m/z 41.10  27.65%

B | W
140.0
| | 1820 960

T ‘
m/z--> 20 40 60 80 100120140160 180200 220240260 10.00 10.50

o

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 8 Pentadecane, 2,6,10-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.492 2.47 ng 96187  Acenaphthene-d1e 9.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 76
3 Eicosane 282 C20H42 000112-95-8 72
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1429 (10.492 min): BF136449.D\data.ms (-1423) (- m/z 57.05 100.00%
57.0

g

5000
‘ 99‘ 169.1 216.0 10.50
o‘,wm_‘”wuJ“H:‘wHwH,‘JH_mWwwww,m m/z 71.10 48.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 1
10.50
m/z 43.10 42.30%
0 L “ 17 1410 1830 5390
\’\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH’\\H‘\\\\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45506: Decane, 3,6-dimethyl-
57.0
T
10.50
5000 ITI/Z 85.05 31.53%
27%0‘ ‘ 113.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane -
57.0 10.50
m/z 41.10 27.34%
h M
99.0
0 h |, 1410 1830 2250 282.(
WH‘wu‘wH‘wu‘wu‘wH‘wH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘ P
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 9 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.745 6.97 ng 207255  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 94
3 Octacosane 394 C28H58 000630-02-4 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1472 (10.745 min): BF136449.D\data.ms (-1469) (- m/z 57.10 100.00%
57.1
- AJL\M
‘ 01 105 1100
1691 : :
(— p‘ Wiy, J82L  2d04 3208 m/z 71.10  59.41%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 AL Al
10.50 11.00
9.0 m/z 43.10  59.29%
01-‘5-‘d‘ ‘\““ “ “‘ “‘ \“‘ \1\4“1“0\]_\8\3\(‘)\ \2\49‘0\ 1T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
— —
10.50 11.00
5000 m/z 85.05 41.89%
9.0
o150 | Fmomo
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 10.50 11.00
m/z 41.05  28.29%
h m
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “‘H“ T e —— —
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF120523.M Fri Dec 08 10:54:40 2023 Page: 12



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
BF136449.D
: 07 Dec 2023 16:21

Operator : CG\JU

Sample
Misc
ALS vial : 9

Quant Method
Quant Title

TIC Library

: 05630-03

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT 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 10 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.192 3.68 ng 109520  Phenanthrene-di10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1548 (11.192 min): BF136449.D\data.ms (-1545) (- m/z 57.05 100.00%
57.0
o J\VJ\\J
1100 1150
41.1 : :
ol ‘ J u”w\ HH_‘1‘9‘3‘2“”_”‘_m_m m/z 43.10  64.47%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — S
11.00 11.50
m/z 71.10 62.93%
ol ‘ uy ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
11.00 11.50
5000 m/z 85.10 41.70%
9.0 183.0
ol bbbl [0 T aw00
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 —
57.0 11.00 11.50
m/z 41.05 31.51%
h MWJ\»
oLl L H | 1419;83 02250 281.0 337.0 394.
e “““‘“““‘“““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.222 2.10 ng 62426  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Decane, 2-methyl- 156 C11H24 006975-98-0 86
3 Pentacosane 352 C25H52 000629-99-2 80
4 Octane, 5-ethyl-2-methyl- 156 C1l1H24 062016-18-6 72
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72

Abundance Scan 1553 (11.222 min): BF136449.D\data.ms (-1551) (- m/z 57.10 100.00%
57.1

1131 184.0

0 “"ﬁwhﬁhwuﬂw‘kwuuucku‘e““‘“““““ m/z 71.85 82.04%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 At b
11.00 11.50

m/z 43.10 56.47%

9.0
o VL[ 14101830 239.0 2960
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance #33087: Decane, 2-methyl-
43.0

T —
11.00 11.50
5000 m/z 85.05 39.43%
5.0
141.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T —]
57.0 11.00 11.50
m/z 56.00 19.70%

5000
9.0
||| 141018302250 2950 352
pdd

0 i e —

1 \
m/z--> 0 50 100 150 200 250 300 350 11.00 11.50
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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_F\Data\BF120723\

BF136449.D
: 07 Dec 2023 16:21
: CG\JU
: 05630-03
: 9 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Octadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.622 257 ng 76457 Phenanthrene-d1e 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecane 254 C1gH38 000593-45-3 87
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 86

3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

4 Hexadecane 226 C1l6H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 1621 (11.622 min): BF136449.D\data.ms (-1618) (-} ' m/z 57.05 100.00%
57.0
w0 e whkwwwwmAAmmeL«MKw
‘ ‘ 1150 12,00
113.1 . -
141.1
Ob e Al AL 18202110 2461 0 4310 61.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141056: Octadecane
57.0
5000 850 T T T T T T
11.50 12.00
m/z 71.05 59.45%
29.0 113.0
0 | h | u‘ | ,141.0169.0 197.0 225.0 254.0
\‘HH’HH‘HH’HH‘\H\’HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59038: Dodecane, 2-methyl-
43.0
—r —
11.50 12.00
5000 71.0 ITI/Z 85.10 44 ,19%
99.0
B i B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #228591: Tetradecane, 1-iodo- — —
57.0 11.50 12.00
m/z 41.05 26.92%
5000 85.0
owH,mwH,ww‘,mwwmm_mwwm‘ww — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 13 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.863 12.90 ng 383699  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1662 (11.863 min): BF136449.D\data.ms (-1658) (- m/z 73.00 100.00%
73.0
43.1
5000 129.1
213.2
- =
| ‘ b 256.1 11.50 12.00
y— N m/z 43.10  83.39%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
1710 2130 2560 m/z 59.95 79.34%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109284: Tetradecanoic acid
73.0
— o
129.0 11.50 12.00
5000 43.0 m/z 57.10 73.54%
185.0 228.0
0 e e ey
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00
m/z 55.05 71.17%
5000 129.0
‘ 199.0 2420
O‘HNmeMMWM 18, — ——
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 14 Heptadecane, 9-octyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.033 2.14 ng 63679  Phenanthrene-di0 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 1691 (12.033 min): BF136449.D\data.ms (-1688) (- m/z 57.05 100.00%
57.0
. LJL/\M
9.1 oA
12.00
ol d UL L toro2see o 1es 67.56%
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — ‘
12.00
m/z 43.10 62.37%
o AL \\ | 14101830 2379581 03230
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
I \
12.00
5000 m/z 85.05 43.97%
9.0
SELREE F me 220
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 12.00
m/z 41.10 28.51%
- LL
ol L L F ‘3}410183022502670 323.0 380.
L A B I e g L B i S ——
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 15 Dodecane, 1-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.422 2.33 ng 69419  Phenanthrene-di0 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
2 Decane, 1-iodo- 268 C1OH21I 002050-77-3 72
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
4 Octadecane 254 C18H38 000593-45-3 62
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 62

Abundance Scan 1757 (12.422 min): BF136449.D\data.ms (-1753) (- m/z 57.10 100.00%
57.1

E

85.0
5000
113.1 204.0 12.50
oh ko, 680 T 2389 2811 g1 10 71.41%
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #193300: Dodecane, 1-iodo-
57.0
5000 85.0 T
12.50
m/z 43.10 65.02%
29.0 11 155.0
0 Ll ‘\ A \30\ 183.0
’H\\‘HH‘HH‘HH‘HH‘\H\‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #157263: Decane, 1-iodo-
43.0
——
71.0 12.50
5000 ITI/Z 85.05 56.73%
‘ 99.0 141.0
Ol e e 28802680
m/z--> 20 40 60 80 100120140160180200220240260280
——

Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0 12.50

m/z 55.05 24.44%

85.0
5000

%.

29.0 113.0

0,JLA‘HM‘MWMHW‘WW‘HW‘HW‘H‘_H‘_H‘_H‘_H‘_H‘_‘ e
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 16 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.651 3.52 ng 119362  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 1796 (12.651 min): BF136449.D\data.ms (-1793) (- m/z 73.05 100.00%

43.1 73.0
5000

T
12.50 13.00
0 m/z 43.10 91.47%

m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0

5000 284.( e
185.0 241.0 12.50 13.00

m/z 59.95 88.91%

— ‘H‘M H[“ | L ‘L e “ - “ 1 ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0

o

b 20 2580 / 15'75019 81: '(1109"
5000 m/z . . o
213.0
H 171.0
0— \“ i ‘u‘u‘ W HH“‘H q‘ﬂ‘\ | \\L ‘ ‘\‘ “‘ : ‘\ o “ A “ — “ —

miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —

43.0 73.0 12.50 13.00

m/z 55.10 81.79%

5000 129.0
199.0 2420
L‘ ‘ I ‘

oL il ‘\“1‘61-0;\‘ \i N N — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 18 Pentacos-1-ene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.845 4.24 ng 143882  Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 94
2 Henicos-1-ene 294 C21H42 001599-68-4 93
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 1-Tetracosene 336 C24H48 010192-32-2 91
Abundance Scan 1999 (13.845 min): BF136449.D\data.ms (-1995) (- m/z 57.10 100.00%
7.1
5000
— ——
39.0 182.0207 0260.1  325.0 360 13.50 14.00
ol bl m/z 55.10  99.78%
miz--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene
55.0
7.0
5000 — ——
13.50 14.00
m/z 83.05 92.92%
9.0 350.0
O\\“\‘\ “‘\ ‘H “ ““\‘\‘h “\\]\-9\5‘0\\\\26\4\9\‘\\\\}‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #192005: Henicos-1-ene
55
7.0
— ——
13.50 14.00
5000 m/z 69.10 88.59%
294.0
9.0
ol ‘w“ \‘ L w“ (8202240 |
m/z--> 50 lOO 150 200 250 300 350
Abundance #228955: Trifluoroacetic acid, pentadecyl ester — —
57.0 13.50 14.00
97.0 m/z 43.10  85.10%
- W
oiso | L1 ||| 1001820 2550 060
24 i T R R A e P e
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF120523.M Fri Dec 08 10:54:48 2023 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 19 Triphenylphosphine oxide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.074 3.51 ng 119327  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 43
3 5-Methyl-8-phenylfuro[3',2':5,6]... 277 C16H11IN302 1000460-07-9 37
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 37

5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 28

Abundance Scan 2038 (14.074 min): BF136449.D\data.ms (-2034) (| m/z 277.10 100.00%
277.1
5000 A\@
199.0 T 7
152.1 ‘ H w551 420, 14.00
0 mw‘m‘_m““”m o b S TR0, m/z 278,18 32.78%
miz--> 50 100 150 200 250 300 350 400
Abundance #171172: Triphenylphosphine oxide
277.0
5000 el :
14.00
77.0 199.0 m/z 199.00 21.21%
152.0
O \2\7\.0\‘}‘\\‘\\‘\\\\““\\\“\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T
14.00
5000 ITI/Z 183.00 19.22%
o 183.0
ool | 129 | e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #169620: 5-Methyl-8-phenylfuro[3',2':5,6]pyrido[4,3-d]pyr P ‘
277.0 14.00
m/z 77.00 18.38%
h Wh
77.0
200 || 13901930
oL e e e SR
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 20 unknownl4.457 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.457 3.09 ng 104763  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 14
2 Propanoic acid, 3-[bis[(trimethy... 370 C12H3105PSi3  ©53044-28-3 11
3 Hexobarbital 236 C12H16N203 000056-29-1 11
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 10
5 Uracil-5-carboxylic acid, 3TMS d... 372 C14H28N204Si3 ©056804-96-7 10

Abundance Scan 2103 (14.457 min): BF136449.D\data.ms (-2100) (-] ' m/z 57.10 100.00%

57.1 221.0
147.0
355.1
5000
420.1 —
14.50
1 i Ll 503.0 o
O LA L m/z 221.60  92.67%
m/z--> 0 50 100150200250 300350400450500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 1
14.50
m/z 71.10 81.59%
| TN N 651.
O‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\f\‘\\\f‘\\\\[\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\

m/z--> 0 50 100150200250 300350400 450500550600 650
Abundance #278411: Propanoic acid, 3-[bis[(trimethylsilyl)oxy]phosp

355.0
—
14.50
5000 m/z 73.05 81.39%
730 253.0
147.0 ‘ “
0“HJ‘LH‘M‘fu‘{_Hw,mL‘mH“mww‘wmwH“HHWHWHW
mlz--> 0 50 100150200250 300350400450 500550 600 650
Abundance #118027: Hexobarbital 7
221.0 14.50
m/z 43.10 74.45%
5000 81.0

0 I “. lik hx | %?JO

e e e e e

7
m/z--> 0 50 100150200250 300350400 450500550600 650 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120723\
Data File : BF136449.D

Acqg On : 07 Dec 2023 16:21
Operator : CG\JU

Sample : 05630-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 8.5 ng 282835 1 6.798 665858 20.0
Pentadecane 8.669 4.1 ng 203002 2 8.075 0995068 20.0
Tridecane 9.234 5.6 ng 217550 3 9.834 778131 20.0
Carbonic acid, 9.557 3.0 ng 116171 3 9.834 778131 20.0
Hexadecane 9.769 4.7 ng 183432 3 9.834 778131 20.0
unknown9.934 9.934 4.1 ng 158417 3  9.834 778131 20.0
Nonadecane 10.269 4.2 ng 163811 3 9.834 778131 20.0
Pentadecane, 2,... 10.492 2.5 ng 96187 3 9.834 778131 20.0
Heptadecane 10.745 7.0 ng 207255 4 11.322 595051 20.0
Heptacosane 11.192 3.7 ng 109520 4 11.322 595051 20.0
Heptadecane, 2,... 11.222 2.1 ng 62426 4 11.322 595051 20.0
Octadecane 11.622 2.6 ng 76457 4 11.322 595051 20.0
n-Hexadecanoic ... 11.863 12.9 ng 383699 4 11.322 595051 20.0
Heptadecane, 9-... 12.033 2.1 ng 63679 4 11.322 595051 20.0
Dodecane, 1l-iodo- 12.422 2.3 ng 69419 4 11.322 595051 20.0
Octadecanoic acid 12.651 3.5 ng 119362 5 13.974 679060 20.0
Pentacos-1-ene 13.845 4.2 ng 143882 5 13.974 679060 20.0
Triphenylphosph... 14.074 3.5 ng 119327 5 13.974 679060 20.0
unknown14.457 14.457 3.1 ng 104763 5 13.974 679060 20.0
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