LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135826.D

Acqg On : 17 Oct 2023 22:34

Operator : CG\JU

Sample : 04892-03 2X :
Misc : EO-03-10132023-A

ALS Vvial : 13  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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135826.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.946 483 486 502 rVB 185871 227209 27.18% 2.412%
2 5.375 556 559 578 rBvV 579048 804642 96.24% 8.541%
3 6.393 730 732 749 rBV 603127 800535 95.75%  8.497%
4 6.563 757 761 767 rVB3 10460 14901 1.78% 0.158%
5 6.734 787 790 798 rBV 520099 489381 58.53% 5.195%
6 7.004 830 836 839 rBV5 6562 10691 1.28% 0.113%
7 7.304 884 887 894 rBV 515317 500185 59.83% 5.309%
8 7.528 923 925 928 rVB3 11356 11067 1.32% 0.117%
9 7.645 943 945 948 rVB4 13753 12317 1.47% 0.131%
10 7.992 1001 1004 1005 rBV 30187 22909 2.74% 0.243%
11 8.016 1005 1008 1014 rVV 741820 615621 73.63% 6.535%
12 8.069 1014 1017 1021 rVB2 17388 23448 2.80% 0.249%
13 8.298 1052 1056 1059 rBV5 14711 21801 2.61% 0.231%
14 8.434 1076 1079 1081 rBV 21927 17797 2.13% 0.189%
15 8.604 1105 1108 1111 rBV2 35269 28707 3.43% 0.305%
16 8.739 1127 1131 1136 rBv4 6929 13504 1.62% 0.143%
17 8.834 1145 1147 1150 rVB2 18287 16230 1.94% 0.172%
18 8.969 1166 1170 1173 rBV6 7907 12965 1.55% 0.138%
19 9.034 1179 1181 1184 rBV 27398 22084 2.64% 0.234%
20 9.092 1188 1191 1195 rBV 1096546 836056 100.00%  8.875%
21 9.169 1201 1204 1207 rVB 35357 32484 3.89% 0.345%
22 9.210 1208 1211 1215 rBV2 16654 18390 2.20% 0.195%
23 9.434 1246 1249 1253 rBV6 14938 22667 2.71% 0.241%
24 9.492 1257 1259 1261 rVWV 24971 18739 2.24% 0.199%
25 9.522 1261 1264 1266 rVB3 13294 15165 1.81% 0.161%
26 9.551 1266 1269 1273 rBv4 16100 16003 1.91% 0.170%
27 9.639 1279 1284 1288 rBvV2 21836 29970  3.58% 0.318%
28 9.704 1292 1295 1298 rVB 28737 24791 2.97% 0.263%
29 9.775 1303 1307 1311 rVWV 753073 612248 73.23% 6.499%
30 9.804 1311 1312 1316 rVB2 19654 15854 1.90% 0.168%
31 9.986 1341 1343 1346 rVB3 14171 13271 1.59% 0.141%
32 10.022 1347 1349 1353 rVB5 16550 16155 1.93% 0.171%
33 10.092 1358 1361 1364 rBV4 12902 15952 1.91% 0.169%
34 10.175 1372 1375 1378 rBV5 11767 15060 1.80% 0.160%
35 10.204 1378 1380 1382 rVB 29244 20587 2.46% 0.219%
36 10.328 1398 1401 1406 rVB 29564 34828 4.17% 0.370%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135826.D

Acqg On : 17 Oct 2023 22:34

Operator : CG\JU

Sample : 04892-03 2X :
Misc : EO-03-10132023-A

ALS Vvial : 13  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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.422 1414 1417 1423 rVB2 18281 28722 3.44% 0.305%
38 10.575 1439 1443 1453 rBV 420847 441539 52.81% 4.687%
39 10.692 1458 1463 1470 rVB3 41136 68807 8.23% 0.730%
40 10.751 1470 1473 1477 rBv2 18288 30064 3.60% 0.319%
41 10.786 1477 1479 1482 rVWW3 13694 14156 1.69% 0.150%
42 10.881 1491 1495 1498 rBV6 15001 25030 2.99% 0.266%
43 11.128 1535 1537 1540 rBV 20088 17218 2.06% ©0.183%
44 11.157 1540 1542 1549 rVB2 34885 45183 5.40% 0.480%
45 11.222 1550 1553 1558 rBV5 10967 17369 2.08% 0.184%
46 11.269 1558 1561 1564 rBV 662081 580519 69.44% 6.162%
47 11.298 1564 1566 1569 rVB 152518 129758 15.52% 1.377%
48 11.351 1572 1575 1577 rBV 31095 24894  2.98%  0.264%
49 11.522 1600 1604 1608 rBv2 21635 27997 3.35% 0.297%
50 11.557 1608 1610 1613 rVW2 18664 17030 2.04% 0.181%
51 11.604 1616 1618 1622 rBV4 13667 17209 2.06% 0.183%
52 11.780 1645 1648 1650 rBV 37625 41175 4.92% 0.437%
53 11.804 1650 1652 1659 rVvB2 135574 145287 17.38%  1.542%
54 11.886 1664 1666 1669 rBV 49681 47197 5.65% ©0.501%
55 11.969 1678 1680 1682 rBV2 19950 14833 1.77% 0.157%
56 12.075 1696 1698 1702 rBV 21499 21139 2.53% 0.224%
57 12.327 1739 1741 1744 rBV 31323 31005 3.71% 0.329%
58 12.363 1744 1747 1750 rVV4 25509 31287 3.74% 0.332%
59 12.498 1767 1770 1775 rBV 250419 254805 30.48% 2.705%
60 12.592 1784 1786 1791 rBV5 26904 34843 4.17% 0.370%
61 12.727 1803 1809 1815 rBV 266815 315864 37.78%  3.353%
62 12.863 1829 1832 1836 rBV 725956 664036 79.42% 7.049%
63 13.939 2011 2015 2018 rBV2 536956 591453 70.74% 6.278%
64 15.416 2263 2266 2271 rVB 265600 318198 38.06%  3.378%

Sum of corrected areas: 9420831
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 Oct 2023 22:34
¢ CG\JU
: 04892-03 2X

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
BF135826.D

EO-03-10132023-A

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

0

TIC: BF135826.D\data.ms

5.375 6.393

6.734 7.304

4.946

6.563 7.004 7.528%4

Time-->

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

1000000

800000

600000

400000

200000

TIC: BF135826.D\data.ms
9.092

12.863

8.016 9.775

11.269

10.575

0
Time-->

— ‘ — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1000000

800000

600000

400000

200000

TIC: BF135826.D\data.ms

13.939

15.416

Time-->

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\BF101723\

Data File : BF135826.D

Acqg On : 17 Oct 2023 22:34

Operator : CG\JU

Sample : 04892-03 2X :
Misc EO-03-10132023-A
ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.946 9.29 ng 227209 1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 486 (4.946 min): BF135826.D\data.ms (-483) (-) m/z 42.95 100.00%
43.0
59.1
5000
AR RN L
‘ 83.0 101.0 4.60 4.80 5.00 5.20
Otrrrrrrrrprrrr bl e e M/z 59.18 0 54.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N B BN R I
59.0 4.60 4.80 5.00 5.20
150 1010 m/z 101.00 16.27%
O \\\‘\\‘\.\‘\\\?“‘]I\.\O\\“Hi\\‘\\}!‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
A mamaEREE SR
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 14.20%
20.0 101.0
ol 120 73.0 850
T T A e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.05%
5000
210 101.0
27.0 '
obrr 220 Tl U 710 880 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135826.D

Acqg On : 17 Oct 2023 22:34

Operator : CG\JU

Sample : 04892-03 2X :
Misc : EO-03-10132023-A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.692 2.37 ng 68807 Phenanthrene-die 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
3 Tridecane 184 C13H28 000629-50-5 53
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 50
5 Decane, 2-methyl- 156 C11H24 006975-98-0 50
Abundance Scan 1463 (10.692 min): BF135826.D\data.ms (-1458) (- m/z 57.05 100.00%
57.0
20 M
85.1 113.1 169.0 io%d ifod
141.1 : :
201. l 230 2
Obprrh H‘ el “‘ ww“ N ‘ Ml Gt m/z 71.85  66.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — ——
10.50 11.00
85.0 . .20%
290 m/z 43.10 46.20
o H I ‘ 1130 4410 169.0 197.0
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
—— —
10.50 11.00
5000 m/z 41.00 31.67%
29.0 85.0
0 1130 141.0 183.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59027: Tridecane 7 —
57.0 10.50 11.00
m/z 85.10 21.38%
50001 L0 85.0
Lm0 180
0‘,J‘W‘H"J:WWHJHHUW‘M“H‘W‘H“M‘W‘H“H‘W — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135826.D

Acqg On : 17 Oct 2023 22:34

Operator : CG\JU

Sample : 04892-03 2X :
Misc . E0-03-10132023-A

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 5.01 ng 145287  Phenanthrene-di10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 45
Abundance Scan 1652 (11.804 min): BF135826. D\data ms (-1650) (- m/z 43.10 100.00%
43.1 73.0 192.1
5000
— ——
H 11.50 12.00
Obrrrprrral m/z 192.10  96.82%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 157 0185 (2130 2560 m/z 60.00 90.87%
‘\‘ H‘H M H ‘ MhH\ ‘M‘\ i ‘ ‘ ‘
O \H‘HH‘HH \H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
192.0
- s
11.50 12.00
5000 m/z 73.00 89.37%
96.0 165.0
28.0 630 126.0
T T e T T e T
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid = .
43.0 73.0 11.50 12.00
m/z 55.10 84.62%
5000 129.0 W
99.0
B I
0%§9kﬂwﬁwJM&MHJHW‘MHM‘JMﬂ‘JHW‘HWH‘WHH‘H — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101723\
Data File : BF135826.D

Acqg On : 17 Oct 2023 22:34
Operator : CG\JU

Sample : 04892-03 2X

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Standard--- |
Resp Conc|

489381 20.90
580519 20.0
580519 20.0

EO-03-10132023-A

| --Internal

TIC Top Hit name RT EstConc Units Response |# RT
2-Pentanone, 4-... 4.946 9.3 ng 227209 1 6.740
Dodecane, 2,6,1... 10.692 2.4 ng 68807 4 11.269
n-Hexadecanoic ... 11.804 5.0 ng 145287 4 11.269
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