LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123677.D

Acqg On : 21 Apr 2021 20:40 Instrument :
Operator : JU/CG BNA_F

Sample : M2090-18 2X ClientSampleld :
Misc : SEDGWICK-COMP-4

ALS Vvial : 19 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123677.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.422 393 397 403 rBV 35153 44973  2.04% 0.175%
2 5.039 499 502 511 rBV 763653 824326 37.31% 3.213%
3 5.469 571 575 582 rBV 1002101 904697 40.94% 3.527%
4 6.481 743 747 758 rBV 2589723 2134130 96.58% 8.319%
5 6.686 778 782 786 rBV3 23863 30221 1.37% 0.118%
6 6.851 806 810 813 rBV 1870763 1432194 64.82% 5.583%
7 7.4106 901 905 908 rBV 1879389 1495134 67.67% 5.828%
8 7.451 910 912 916 rVB 33188 26692 1.21% 0.104%
9 8.133 1022 1028 1032 rBV 2019113 1815218 82.15% 7.076%
10 8.433 1072 1079 1082 rBV7 21896 41340 1.87% 0.161%
11 8.563 1096 1101 1103 rBV 32083 35833 1.62% 0.140%
12 8.733 1126 1130 1132 rBV 57999 55351 2.51% 0.216%
13 8.951 1164 1167 1171 rBV2 29311 39153 1.77% 0.153%
14 9.022 1176 1179 1184 rBV7 12459 27234 1.23% 0.106%
15 9.163 1201 1203 1208 rVB2 48553 29853 1.35% 0.116%
16 9.210 1208 1211 1215 rBV 2511804 2209606 100.00% 8.613%
17  9.298 1222 1226 1230 rBV2 90792 95434  4.32% 0.372%
18 9.474 1253 1256 1261 rBV2 31754 48361 2.19% 0.189%
19 9.551 1266 1269 1271 rVv2 64295 60759 2.75% 0.237%
20 9.574 1271 1273 1276 rVV3 45796 43434 1.97% 0.169%
21  9.610 1276 1279 1283 rVV2 93908 136257 6.17% 0.531%
22 9.669 1287 1289 1294 rVB3 35623 43602 1.97% 0.170%
23 9.757 1300 1304 1309 rBV 57319 66532 3.01% 0.259%
24 9.827 1314 1316 1321 rVB 109561 74927  3.39% 0.292%
25 9.892 1321 1327 1331 rBV 1840509 1734630 78.50% 6.762%
26 9.927 1331 1333 1337 rVB 91061 72775 3.29% 0.284%
27  9.998 1342 1345 1349 rVB4 30387 36520 1.65% 0.142%
28 10.057 1351 1355 1356 rBv4 20239 25783 1.17% 0.101%
29 10.098 1358 1362 1367 rVB2 65464 68776 3.11% 0.268%
30 10.139 1367 1369 1375 rVB4 27232 40056 1.81% ©0.156%
31 10.210 1379 1381 1384 rBV2 30313 32429 1.47% 0.126%
32 10.304 1393 1397 1398 rBV4 29150 31192 1.41% 0.122%
33 10.327 1398 1401 1404 rVB 110216 88017 3.98% 0.343%
34 10.439 1417 1420 1426 rVB2 82733 94199 4.26% ©.367%
35 10.510 1426 1432 1433 rBV6 24078 31153 1.41% 0.121%
36 10.551 1437 1439 1445 rVWW2 65585 68997 3.12% 0.269%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123677.D

Acqg On : 21 Apr 2021 20:40 Instrument :
Operator : JU/CG BNA_F

Sample : M2090-18 2X ClientSampleld :
Misc : SEDGWICK-COMP-4

ALS Vvial : 19 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.598 1445 1447 1451 rVB4 32903 30955 1.40% ©.121%
38 10.680 1456 1461 1466 rBV 302254 302136 13.67% 1.178%
39 10.804 1479 1482 1487 rBV2 108697 172617 7.81% 0.673%
40 11.121 1531 1536 1538 rBV6 28091 36182 1.64% 0.141%
41 11.186 1545 1547 1550 rVB3 36014 30228 1.37% 0.118%
42 11.251 1555 1558 1561 rVV 112251 103903 4.70% 0.405%
43 11.280 1561 1563 1570 rVB 113042 112057 5.07% 0.437%
44 11.386 1577 1581 1583 rBV 1624981 1536604 69.54%  5.990%
45 11.404 1583 1584 1588 rVW 575886 471317 21.33% 1.837%
46 11.457 1591 1593 1597 rVB 180719 153210 6.93% 0.597%
47 11.492 1597 1599 1602 rBv4 27974 34981 1.58% ©.136%
48 11.615 1618 1620 1621 rBV 37375 30893 1.40% ©.120%
49 11.680 1628 1631 1634 rBV 97359 79345 3.59% 0.309%
50 11.715 1635 1637 1643 rVB5 31530 37814 1.71% 0.147%
51 11.774 1645 1647 1650 rBV2 47736 44681 2.02% ©0.174%
52 11.886 1664 1666 1668 rBV 81446 67535 3.06% 0.263%
53 11.915 1668 1671 1673 rVB 137501 107358 4.86% 0.418%
54 11.963 1677 1679 1681 rVv2 33907 27020 1.22% ©.105%
55 11.998 1682 1685 1688 rvv2 146695 165545 7.49%  0.645%
56 12.021 1688 1689 1694 rVB 83437 58480 2.65% ©0.228%
57 12.063 1694 1696 1698 rBV3 22336 26549 1.20% ©.103%
58 12.086 1698 1700 1703 rBV 92317 65418 2.96% ©.255%
59 12.180 1714 1716 1718 rBV 59858 47999 2.17% 0.187%
60 12.204 1718 1720 1724 rVB5 43474 46363 2.10% 0.181%
61 12.368 1745 1748 1754 rBV5 67682 91817 4.16% 0.358%
62 12.439 1757 1760 1762 rBV 83799 85801 3.88% 0.334%
63 12.486 1762 1768 1771 rBV3 167945 320209 14.49%  1.248%
64 12.521 1771 1774 1779 rW4 57081 71281 3.23% 0.278%
65 12.598 1784 1787 1792 rVB 781437 695215 31.46% 2.710%
66 12.692 1801 1803 1806 rBV3 43047 50352 2.28% 0.196%
67 12.827 1821 1826 1829 rBV 729918 779804 35.29%  3.040%
68 12.974 1847 1851 1854 rBV 1856803 1594613 72.17% 6.216%
69 13.210 1889 1891 1892 rBV 95766 72335 3.27% 0.282%
70 14.033 2026 2031 2034 rBV2 1656381 1815700 82.17% 7.078%
71 14.057 2034 2035 2038 rVB 318048 199533 9.03% 0.778%
72 15.080 2206 2209 2213 rBV 361186 553523 25.05% 2.158%
73 15.451 2269 2272 2276 rBV 264056 351860 15.92%  1.372%
74 15.521 2280 2284 2287 rBV2 902156 1143201 51.74%  4.456%

Sum of corrected areas: 25654222

8270-BF041521.M Thu Apr 22 15:04:45 2021 Pag 2



SEDGWICK-COMP-4
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

2500000

2000000

1500000

1000000

500000

o

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

: 21 Apr 2021 20:40
: M2090-18 2X

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042121\
BF123677.D

Ju/CaG

SEDGWICK-COMP-4

Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BF123677.D\data.ms
6.481

6.851 7.410

5.469
5.039

4.422 L6.686 ﬂil{)l

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
TIC: BF123677.D\data.ms

o

9.210

12.974

8.133
9.892

11.386

12.5982.827

11

10.680
0.804

11117)‘& )

111

0
Time-->
Abundance
2500000

2000000

1500000

1000000

500000

== e — —7 — — —— — —
8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF123677.D\data.ms

14.033

15.521

Time-->

8270-BF041521

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\BF@42121\
Data File : BF123677.D

Acqg On : 21 Apr 2021 20:40

Operator : JU/CG

Sample : M2090-18 2X :
Misc . SEDGWICK-COMP-4

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.039 11.51 ng 824326 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Hexanamide 115 C6H13NO 000628-02-4 9
Abundance Scan 502 (5.039 min): BF123677.D\data.ms (-499) (-) m/z 43.00 100.00%
43.0
59.0
5000
N RRRRRESZLY e
‘ 83.0 101.1 4.80 5.00 5.20 5.40
Ottt 10 S m/z 58.95  55.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI L B BN B U
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 15.56%
O \\\‘\!‘f‘f‘\\fﬁﬁ\.\o\\“H}\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
50
B A RARRREE
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.93%
41.0
29.0 101.0
0 bl Al 730 880 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- e RAREREEEE ‘ F
59.0 4.80 5.00 5.20 5.40

m/z 40.95 8.68%

5000 41.0

29.

‘ ‘ 87.0
Loaso Il gl gl mo |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123677.D

Acqg On : 21 Apr 2021 20:40

Operator : JU/CG

Sample : M2090-18 2X :
Misc . SEDGWICK-COMP-4

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Sulfurous acid, butyl dodec... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.804 2.25 ng 172617  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Octadecane 254 C18H38 000593-45-3 64
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 64
Abundance Scan 1482 (10.804 min): BF123677.D\data.ms (-1479) (. m/z 57.00 100.00%
57.0
> M
|| o s s
: 169.1 : :
ol ‘u‘“ L 23300000 2898wz 43.05  62.02%
miz-> 50 100 150 200 250 300
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
5000 — ——
10.50 11.00
m/z 71.10 44.18%
99.0
0 \“\ ‘\L “‘\”‘h‘ \‘L‘\ H’ \H =t ‘1\6?\0\ ‘2\2\1.\0\ LA A B e
miz-> 50 100 150 200 250 300
Abundance #141431: Eicosane, 10-methyl-
57.0
— ——
10.50 11.00
5000 m/z 85.00 36.30%
99.0
ol bl d 4 T 1970 2390 2810
miz--> 50 100 150 200 250 300
Abundance #175557: Tetracosane T T
57.0 10.50 11.00
m/z 41.05 25.64%
- W
0 \‘ \L‘ “\ \H\ \‘h h‘. | %4\19 ;830 225.0 267.0 338.!
Al Ay e — ——
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123677.D

Acqg On : 21 Apr 2021 20:40
Operator : JU/CG

Sample : M2090-18 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzaldehyde, 3,5-dichloro-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.998 2.15 ng 165545  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 52
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38
5 1a,9b-Dihydro-1H-cyclopropa[alan... 192 C15H12 006109-24-6 35

Abundance Scan 1685 (11.998 min): BF123677.D\data.ms (-1682) (1  m/z 190.05 100.00%

190.1
5000
N e
214.9240.C 12.00
| : : m/z 189.10 99.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 T
12.00
63.0 133.0 m/z 192.05  66.72%
28.0 ‘ 97.0 M | 162
0 H\‘\l‘i \h“\ih\‘\ i“}\}‘”\ “”\‘\‘\WMV\‘\“H‘\“‘} \‘\"\‘\H“MHHH T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[deflphenanthrene
190.0
P e e
12.00
5000 ITI/Z 191.05 54.09%
94.0
ol 310 630 |  137.01630
e L R R e T SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene R e s
189.0 12.00
m/z 94.35 26.52%
5000
94.0
163.0
0 Hwwm‘w“m‘wHH_‘H,‘HWWM,WWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123677.D

Acqg On : 21 Apr 2021 20:40

Operator : JU/CG

Sample : M2090-18 2X :
Misc . SEDGWICK-COMP-4

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.486 4.17 ng 320209 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 68
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 64
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 52
4 Octadec-9-enoic acid 282 (C18H3402 1000190-13-7 38
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 30

Abundance Scan 1768 (12.486 min): BF123677.D\data.ms (-1762) (- m/z 55.00 100.00%
55.0

5000

%

97.1

T
12.50

326..
0- m/z 43.00 68.51%

m/z--> 50 100 150 200 250 300
Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)-
53.0
97.0

264.0

138.1 181.0 221.0 265.1

5000 T
222.0 12.50
370 180.0 : m/z 57.05 67.91%

OL50 H‘H\“H‘w . \!\n A | TN h‘ . ‘2‘9§9 —
m/z--> 50 100 150 200 250 300
Abundance  #141314: trans-13-Octadecenoic acid, methyl ester
55.0
\

12.50
5000 ITI/Z 41.05 64.57%
97.0
264.
38.0 180 0 222 0
OL‘S"O\\‘ \“‘ ‘ wu“\ MM \}u iy \h ! R — h ‘29‘8‘-(‘)‘ .
Miz--> 50 100 150 200 250 300
Abundance #141290: 11-Octadecenoic acid, methyl ester e
55.0 12.50
m/z 69.05 43.20%
5000 .0 264.0
38.0 180.0 2220 ‘
o b L2980 .
m/z--> 50 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42121\
Data File : BF123677.D

Acqg On : 21 Apr 2021 20:40

Operator : JU/CG

Sample : M2090-18 2X :
Misc . SEDGWICK-COMP-4

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.039 11.5 ng 824326 1 6.851 1432190 20.0
Sulfurous acid,... 10.804 2.3 ng 172617 4 11.386 1536600 20.0
Benzaldehyde, 3... 11.998 2.1 ng 165545 4 11.386 1536600 20.0
9-Octadecenoic ... 12.486 4.2 ng 320209 4 11.386 1536600 20.0
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