LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc :

ALS vial : 8 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 M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42519.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.763 259 268 280 rBV 63569 153383 2.14% 0.273%
2 5.010 306 310 319 rVB 151851 206293 2.87% 0.367%
3 5.463 380 387 398 rBV 1165168 1685582 23.49% 2.998%
4 5.875 449 457 465 rBV 199892 298439 4.16% 0.531%
5 7.093 656 664 673 rBV 1136898 1842094 25.67% 3.277%

.922 797 805 818 rBV 407218 683602  9.53%
.187 844 850 862 rBV 96350 188431 2.63%
.122 1002 1009 1016 rBV 726189 1146875 15.98%
10.739 1277 1284 1290 rBV 455795 744694 10.38%
10 12.151 1518 1524 1534 rVV4 43214 107751 1.50%
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11 12.375 1554 1562 1584 rBV3 39029 149852 2.09%
12 12.569 1588 1595 1609 rBV 252425 712527  9.93%
13 13.192 1695 1701 1709 rVB 1356560 1885994 26.28%
14 14.039 1839 1845 1855 rVB 888431 1168222 16.28%
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%
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15 14.186 1863 1870 1880 rBV 176030 307616  4.29% 547%
16 14.304 1884 1890 1894 rBV 65845 101412 1.41% 0.180%
17 14.569 1927 1935 1942 rBV 636097 989650 13.79% 1.760%
18 14.639 1942 1947 1955 rVB2 61577 120903 1.68% ©0.215%
19 14.957 1993 2001 2008 rBV3 34643 77071 1.07% 0.137%
20 15.310 2055 2061 2072 rBV 529607 714180  9.95%  1.270%
21 15.616 2108 2113 2121 rVB2 46798 80944  1.13% 0.144%
22 16.063 2183 2189 2199 rVB 1256966 1774346 24.72%  3.156%
23 16.310 2227 2231 2236 rVB 57067 94384 1.32% 0.168%
24 16.427 2248 2251 2257 rVB3 61863 103213 1.44% ©.184%
25 16.686 2290 2295 2300 rBv4 177594 262066 3.65% ©.466%
26 17.063 2354 2359 2365 rBV 267785 327788 4.57% ©.583%
27 17.121 2365 2369 2374 rVV2 79159 159227 2.22% ©.283%
28 17.174 2374 2378 2386 rVB2 200672 290563 4.05% ©.517%
29 17.239 2386 2389 2394 rBV 99835 123842 1.73% 0.220%
30 17.321 2399 2403 2407 rVWW 735263 1048943 14.62% 1.866%

31 17.363 2407 2410 2418 rVB 783543 1090520 15.
32 17.457 2421 2426 2432 rVB 210977 323060 4
33 17.745 2472 2475 2481 rVB 103705 144908 2.02%
34 18.063 2523 2529 2535 rBV3 165779 371225 5
35 18.121 2536 2539 2544 rBV2 77814 115543 1
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36 18.192 2544 2551 2557 rBV 4582044 7176709 100.00% 12.766%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc :

ALS vial : 8 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 M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.392 2581 2585 2589 rBV3 117976 189969 2.65% 0.338%
38 18.757 2644 2647 2655 rVB2 147174 216270 3.01% 0.385%
39 18.845 2659 2662 2666 rBvV2 156445 205170 2.86% 0.365%
40 19.033 2691 2694 2698 rVB3 127387 143945 2.01% 0.256%
41 19.339 2744 2746 2748 rBV 165207 175880 2.45% 0.313%
42 19.380 2748 2753 2758 rVB 2282941 3086890 43.01% 5.491%
43 19.462 2759 2767 2776 rBV2 2791907 4259033 59.35% 7.576%
44 19.704 2805 2808 2811 rBV3 272622 403066 5.62% 0.717%
45 19.745 2811 2815 2823 rVB2 1785259 2711174 37.78%  4.823%
46 19.939 2844 2848 2855 rVB 2045465 2441728 34.02% 4.343%
47 21.374 3089 3092 3100 rBV3 802200 1197434 16.69% 2.130%
48 21.503 3108 3114 3118 rBV2 1091979 2436629 33.95% 4.334%
49 21.545 3118 3121 3125 rVB 894152 1029092 14.34% 1.831%
50 22.050 3204 3207 3211 rBV 501588 565859 7.88% 1.007%
51 23.086 3379 3383 3392 rVB 965361 1541692 21.48% 2.742%
52 23.180 3393 3399 3405 rBv2 876640 2331562 32.49% 4.147%
53 23.715 3486 3490 3501 rVB 549065 1150764 16.03% 2.047%
54 23.821 3503 3508 3516 rVB 653279 1272698 17.73% 2.264%
55 23.933 3522 3527 3532 rBV 461074 832894 11.61% 1.482%
56 24.415 3605 3609 3619 rVB 410085 862138 12.01%  1.534%

57 27.262 4086 4093 4111 rVB4 693649 2393430 33.35% 4.257%

Sum of corrected areas: 56219169
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 31 Oct 2023 20:10
: MA/JU
. 04938-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
BM042519.D

: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

TIC: BM042519.D\data.ms

5.463 7.093

9.122
7.922 10.739

.010 5.875
4.7630 i fL8.187

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BM042519.D\data.ms
18.192

13.192

14.039

14569 15310

12.569
121891375 h%0a4|63m.957

Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

4000000

3000000

2000000

1000000

TIC: BM042519.D\data.ms

Time-->

L e B L I L L B I I Ly L L I O B
21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1 Butanoic acid, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.763 4.49 ng 153383 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
2 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 40
3 Octane, 1-(ethenylthio)- 172 C1eH20s 042779-08-8 40
4 N-Carbomethoxy-N-methoxymethylamine 119 C4H9NO3 153654-07-0 39
5 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 39
Abundance Scan 268 (4.763 min): BM042519.D\data.ms (-259) (-) m/z 60.05 100.00%
60.0
5000 M
R A RARAE
h. 09.0 ) 4.40 4.60 4.80 5.00
ol ity 900 1329 2090 2810y 43.e5  44.38%
miz-> 50 100 150 200 250
Abundance #4824: Butanoic acid, 3-methyl-
60.0
5000 IR RN B B R
4.40 4.60 4.80 5.00
27.0 m/z 41.05 40.94%
0 T T ‘L‘\‘ L“ ‘ = ‘\ T hTo?.(\) T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
32.0
A A RARSaREE o
88.0 4.40 4.60 4.80 5.00
5000 ’ m/z 45.05 30.19%
0 L R R e
miz--> 50 100 150 200 250
Abundance #47219: Octane, 1-(ethenylthio)- T
60.0 4.40 4.60 4.80 5.00
m/z 39.10 27.66%
5000
rOl.O 172.0
NI 7)Y N R 0 et
m/z--> 50 100 150 200 250 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.010 6.04 ng 206293  1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 310 (5.010 min): BM042519.D\data.ms (-306) (-) m/z 43.10 100.00%
3.1
5000
101.1 e AR e
‘ 4.60 4.80 5.00 5.20 5.40
Obrrrrrr e dl890 L1470 1930 0 s1p  56.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T[T T T T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  19.04%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
s R RRRE
4.60 4.80 5.00 5.20 5.40
m/z 58.10  13.20%
5000 101.0
27.0
o L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime T T R T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.61%
5000
101.0
o 20 169.0
— s s REAma aRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1,3,5,7-Cyclooctatetraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.875 8.73 ng 298439 1,4-Dichlorobenzene-d4 7.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 97
2 Styrene 104 C8H8 000100-42-5 96
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 94
4 Butanedioic acid, phenyl- 194 C10eH1004 000635-51-8 72
5 2-Pyridinecarbonitrile 104 C6H4AN2 000100-70-9 43
Abundance Scan 457 (5.875 min): BM042519.D\data.ms (-449) (-) m/z 104.10 100.00%

104.1
5000
51.0

i ‘ - 5.60 5.80 6.00 6.20
et e M e e 2857 m/z 78.05  53.19%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5500: 1,3,5,7-Cyclooctatetraene
104.0
5000 L A B R R B

5.60 5.80 6.00 6.20
51.0 m/z 103.10 51.77%

1 \‘ “‘ | m‘\ |
\H‘HH‘HH’HH’HH‘ \H‘HH‘HH‘HH’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280

o

Abundance
104.0

5.60 5.80 6.00 6.20

5000 m/z 51.05 30.54%
51.0
0 15.0
P T T T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5502: Bicyclo[4.2.0]octa-1,3,5-triene AR R at e
104.0 5.60 5.80 6.00 6.20

m/z 77.05 24.71%

5000
51.0
0 | \‘ “ \‘ m I

m/z--> 20 40 60 80 100120140160180200220240260280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Cyclopropanecarboxylic acid... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.375 4.02 ng 149852  Naphthalene-d8 10.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 50
2 Cyclopropanecarboxylic acid,isop... 128 C7H1202 006887-83-8 38
3 1,2-Hexanediol 118 C6H1402 006920-22-5 38
4 4,5-Octanediol, 2,7-dimethyl- 174 C10H2202 1000153-20-8 33
5 2-Propenoic acid, 2-methyl-, 3-m... 156 C9H1602 007336-27-8 28

Abundance Scan 1562 (12.375 min): BM042519.D\data.ms (-1554) (- | m/z 69.05 100.00%

69.0
5000
39.0
103.1 T RN
ll 540 | Hsﬁ'o I g | 1200 12.50
Ol Ml m/z 39.05 34.12%
m/z--> 20 40 60 80 100 120 140
Abundance #22814: Cyclopropanecarboxylic acid,butyl ester
69.0
41.0
87.0
5000 — T
12.00 12.50
m/z 41.05 33.34%
n\“m Ll

LI ‘ T T T ‘ T T T ‘ T T ‘ L - ‘ L ‘ T T T ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance

o
()]
© =
o .

- _—
12.00 1250
5000 41.0 81.0 m/z 43.05 17.46%

2

0 11301589
T B R A B O B A e e e
m/z--> 20 40 60 80 100 120 140
Abundance #10016: 1,2-Hexanediol “ —

69.0 12.00 12.50

m/z 103.10  16.75%
5000 41.0 87.0
ol 380 U L aezeuro MM ‘

m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Phthalic anhydride Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.569 19.14 ng 712527  Naphthalene-d8 10.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 96
2 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 91
3 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 91
4 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 83
5 Methyl hydrogen phthalate 180 C9H804 004376-18-5 78
Abundance Scan 1595 (12.569 min): BM042519.D\data.ms (-1588) (- | m/z 104.10 100.00%
76.1 104.1
5000 50.0
N \
148.0 12.50
ot L1 wjz 76.10  88.60%
miz-> 20 40 60 80 100 120 140
Abundance #26796: Phthalic anhydride
76.0 104.0
5000 e :
50.0 148.0 12.50
m/z 50.05 48.88%
260 | L |
O\\\‘\\\\‘\\\\“\\\‘\\\\’\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
104.0
76.0 1 ‘
12.50
m/z 74.00  23.20%
5000 50.0
148.0
26.0
e MM B
m/iz--> 20 40 60 80 100 120 140
Abundance #16602: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione T ‘
76.0 04.0 12.50
104. m/z 75.00 12.45%
50.0
5000
132.0
o0 o ui
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1-Decene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.186 6.22 ng 307616  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C10H20 000872-05-9 96
2 1-Dodecanol 186 C12H260 000112-53-8 91
3 Cyclododecane 168 C12H24 000294-62-2 91
4 Cyclodecane 140 C1eH20 000293-96-9 91
5 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91

Abundance Scan 1870 (14.186 min): BM042519.D\data.ms (-1863) (- | m/z 55.10 100.00%
55

A
83.0
5000

. T
14.00 14.50

1 140.2
OFrrrrrer bl Hl“‘u‘l‘,‘m‘;CMW_W%QT:Q m/z 41.10 86.53%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #20642: 1-Decene
55.0
5000 — i
83.0 14.00 14.50
29.0

m/z 43.10 84.73%

111.0
‘ | 140.0
O' \\“‘\‘\\}‘\\1\’\\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0

83.0 LN 1
14.00 14.50
5000 m/z 69.10 68.61%
29.0
111.0
140.0
168.0
[ A R R R R e R R

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43471: Cyclododecane T N
55.0 14.00 14.50

m/z 56.10 66.62%

83.0
5000
290 111.0
|| 1400 1680
| | |

‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.310 14.43 ng 714180  Acenaphthene-di10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 83
2 Butanoic acid, 3-butenyl ester 142 C8H1402 021698-32-8 64
3 Diethylmalonic acid, monochlorid... 262 C12H19C1l04 1000370-65-0 64
4 Fumaric acid, nonyl tetrahydrofu... 326 C18H3005 1000330-58-3 50
5 2-Furanmethanol, tetrahydro-, ac... 144 C7H1203 000637-64-9 50
Abundance Scan 2061 (15.310 min): BM042519.D\data.ms (-2055) (- | m/z 71.10 100.00%
71.1
43.0
5000
15‘00‘ ‘15‘50‘
1111 1501 : :
O bt e i 28542432 s 43,05 60.54%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #181446: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0
5000 — —_—
43.0 15.00 15.50
m/z 41.10 15.41%
111.0 159.0 243.0
O\‘HH“\H‘M\H\“H‘HH‘HH‘HH“H\‘\‘\H‘\‘\\\\‘\2\1-\?‘.\0\\\“\\\\‘2]]\-\-(‘
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance
71.0
= —
43.0 15.00 15.50
5000 m/z 56.10 8.82%
101.0
0 142.0
T T e e
m/z--> 20 40 60 80 100120140160 180 200220240260

Abundance #150115: Diethylmalonic acid, monochloride, tetrahydroft == e
71.0 15.00 15.50

m/z 55.10 7.58%

5000

43.0

ob el 980 1280 1610 199.0227.0
bbb b 3 128:0 161.0 19902270

o ‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 15.00 15.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 8 Tetradecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.686 5.00 ng 262066  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 Undecanoic acid 186 C11H2202 000112-37-8 43
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 Octanoic acid 144 C8H1602 000124-07-2 38

Abundance Scan 2295 (16 686 min): BM042519.D\data.ms (-2290) (- | m/z 43.05 100.00%

73.1
107.1 149.1
5000
I
R RRRRRS

185.2 . S

‘ ‘ H‘ ‘ ‘ 228.2 16.50 17.00
0 ML shelde b b L T w2 73010 99.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0
43.0
129.
5000 9.0 ‘6\ 0‘ ‘ \00‘
185.0 16.5 17. ;
97.0 228.0 m/z 41.10 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73.0
43.0

T T
16.50 17.00

5000 m/z 60.05 90.32%
129.0
214.0
97.0 171.0
O b e e T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60691: Undecanoic acid T S
60.0 16.50 17.00

m/z 55.10  82.30%

5000 ,g
gs0 1290
186.0
L e

0! A USRS R SURTCRRUURITRIN — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Tris(2-chloropropyl) phosphate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.063 6.25 ng 327788  Phenanthrene-d10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 91
2 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 45
3 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 43
4 Sarin 140 C4H10F02P 000107-44-8 28
5 Bis(3-chloro-1-propyl)(1-chloro-... 326 C9H18C1304P 137888-35-8 16

Abundance Scan 2359 (17.063 min): BM042519.D\data.ms (-2354) (- | m/z 41.10 100.00%
41.1 99.0
5000
157.0 201.0
2771 LT ‘
b il e
0= ”““ e el — m/z 98.95 88.42%
miz--> 50 100 150 200 250 300
Abundance #232388: Tris(2-chloropropyl) phosphate
125.0
41.0
5000 — :
17.00
77.0 201.0 277.0 m/z 125.00  75.77%
' 159.0 ‘ ‘
[ “H\ \“m T T ‘\‘ T “\ T ‘\ \“‘\ T ‘\‘\23\5\0’ T ‘\ \?1\3|
miz--> 50 100 150 200 250 300
Abundance
125.0
T \
17.00
5000 m/z 157.00 31.72%
41.0 201.0 277.0
77.0
159.0
235.0
1) A L | TN N TR A O RN RN
m/iz--> 50 100 150 200 250 300
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosp pep) ‘
99.0 17.00
m/z 201.00  28.96%
5000/ 410 157.0
‘ ‘ 201.0
b b Al L 260 zm0 L
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10

Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: 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 10 unknownl7.174 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
17174 s.sang 290563  Phenanthrene-dio 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentadecanoic acid 242 ClsH3e02 001002-84-2 30

2 3-Pyrrolidinecarboxylic acid, 2,... 157 C6H7NO4 051925-57-6 25

3 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 22
4 Dodecanoic acid 200 C12H2402 000143-07-7 22
5 Tridecanoic acid 214 C13H2602 000638-53-9 22
Abundance Scan 2378 (17.174 min): BM042519.D\data.ms (-2374) ({ | m/z 41.10 100.00%
41.1
1570 — —
17.00 17.50
277.0 .
ol MMV ! ‘ m “‘ ‘23“5‘0‘ 2800 msz 43.10 83.20%
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
5000 129.0 T T
17.00 17.50
: 199.0 242 m/z 73.05 56.25%
04 ‘\“‘h‘“ M\H} \““\ \‘ \‘\ L T \“‘ L
miz--> 100 150 200 250 300
Abundance
31.0
— —
17.00 17.50
5000 m/z 60.05 50.79%
9.0 4570
ol b 4 L &
miz-> 50 100 150 200 250 300
Abundance #170228: 12-Bromododecanoic acid = ™
60.0 17.00 17.50
m/z 55.10 50.07%
5000
1290 199.0
‘ ‘ ‘ 237.0 278.0
omm HHwmwm_Hm_w:‘_m — —
m/z--> 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 cis-Vaccenic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.063 7.08 ng 371225  Phenanthrene-d10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
2 9-octadecanoic acid, 2,2,3,3,4,4... 464 C22H35F702 1000376-61-4 90
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 87
4 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 86
5 Palmitoleic acid 254 C16H3002 000373-49-9 83

Abundance Scan 2529 (18.063 min): BM042519.D\data.ms (-2523) (- | m/z 55.10 100.00%
1

58.
5000 Aﬁjkq\
U \
11.1
HEL ot
0 Hu‘m\ J‘;nﬂw"mguu‘MHﬂ'mH_m_m_mw m/z 41.10 89.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176209: cis-Vaccenic acid
55.0
5000 = |
18.00
} m/z 69.10 71.91%
0 Jl‘}
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
U \
18.00
5000 ITI/Z 43.10 57.43%
111.0 )
0 165.0 65.0 464.1
T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176218: cis-13-Octadecenoic acid N
55.0 18.00
m/z 83.10 40.72%
5000 ANijLﬁﬁw
0 m\““ﬁi‘m —
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 12 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.192 136.84 ng 7176710  Phenanthrene-d10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2551 (18.192 min): BM042519.D\data.ms (-2544) (- | m/z 43.10 100.00%

43.1
5000
129.1
3.1 213.2 T T
171.2 ‘ 256.3 18.00 18.50
0 b ULl L AT 821 s 305 98.73%
mi/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

%

60.0
5000 129.0 U 1
18.00 18.50
‘ 1710 213.0 256.0 m/z 60.05 89.69%
0 \M T “h“‘ }““‘\“1 \‘ T ‘\ \‘ \‘\ “ \“\‘\ T “‘\ LA I e
0

m/z--> 5 100 150 200 250 300 350
Abundance
73.0
—— —
18.00 18.50
5000 129.0 ITI/Z 41.10 85.56%
29.0
199.0 242.0
O A LA B e N L AR e
m/z--> 50 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid . —
73.0 18.00 18.50
m/z 55.10 76.43%
5000
129.0
29. 171.0 5149
oL, ‘\“ Ud‘u‘w i ‘m‘\” s “\ ‘\‘ ‘ “\‘ L e o =5 -
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
18.392 3.62 ng 189969  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 90
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 72
3 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 64
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 42
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42

Abundance Scan 2585 (18.392 min): BM042519.D\data.ms (-2581) (- | m/z 190.10 100.00%
19p.1
- AA/JL
P P
500 95.0 139.1 18.00 18.50
ob 00l 3391, W 2452 3041341, ., 189,10 95.01%
miz--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T —
94.0 18.00 18.50
4. m/z 191.10  20.25%
5.390 \‘\ 1370
T T ‘ T T T T ‘ L ‘ T T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance
189.0
— P
18.00 18.50
5000 m/z 187.10 19.69%
94.0
O e
m/iz--> 50 100 150 200 250 300
Abundance #64485: Phenol, 4-(2-thienylmethyl)- = —
190.0 18.00 18.50
m/z 188.10 14.66%
5000
97.0
45.0 ‘ 145.? ‘ ‘
ol b b b sl A
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 9,10-Anthracenedione Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.757 4.12 ng 216270  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 99
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 86
3 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 64
4 5,6-Dimethyl-1,10-phenanthroline 208 C14H12N2 003002-81-1 53
5 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 49
Abundance Scan 2647 (18.757 min): BM042519.D\data.ms (-2644) (- | m/z 208.10 100.00%
208.1
152.1
5000 76.0
1850 1900
39}0 ‘ 3. 259.3 . ’
[ u”wﬁﬂ‘ﬁww ) 2033011 355 ) 1ge.10  87.68%
miz--> 50 100 150 200 250 300 350
Abundance #85295: 9,10-Anthracenedione
180.0
5000 76.0 =1 1
18.50 19.00
394 126.0 m/z 152.05 77.44%
04 \‘\“\.“ \“\“‘\M“w‘\ \“\\ ‘\ \H\‘\\\\‘ LA s B
miz--> 50 100 150 200 250 300 350
Abundance
180.0
= —
18.50 19.00
5000 m/z 76.00 39.95%
76.0
39.0 126.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #54969: Benzo[c]cinnoline T 1
152.0 18.50 19.00
m/z 151.05 38.46%
5000
76.0
o“%%'a“w“m%l‘s;d)”‘H‘Wm_m_m_ — —
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Heptadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.845 3.91 ng 205170  Phenanthrene-di10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2662 (18.845 min): BM042519.D\data.ms (-2659) ( m/z 43.10 100.00%
43.1
5000 W
105.1
227.2 7 T
L&o 185.1 " eroa 18.50 19.00
0 ol A Qb L ST 3202 a3 10 0.5y
miz--> 50 100 150 200 250 300
Abundance #161157: Heptadecanoic acid
73.0
270.0
5000 — ——
129.0 18.50 19.00
29. 227.0 m/z 60.05 82.77%
171.0 ‘
0 \“h““ ‘M\N + T \‘ T “i‘ —r— T \‘ L
miz-> 50 100 150 200 250 300
Abundance
73.0
— —
18.50 19.00
5000 m/z 41.10 77 .54%
129.0
29.0 185.0 228.0
I
m/iz--> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid — —
43.0 18.50 19.00
m/z 57.10 72.95%
5000
20 1290 242.0
‘ ‘ 199.0
bbb b penen L
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 3
R.T. EstConc Area Relative to ISTD R.T.
19.462 34.96 ng 4259030  Chrysene-di12 21.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2767 (19.462 min): BM042519.D\data.ms (-2759) ({ | m/z 43.10 100.00%

43.1
5000
3.1 129.1
10

185.2 2413 RN
‘ ‘ 284.3 19.50
S T W P

‘ 3421
0”““““\ e bt e L 3421

m/z--> 50 0 150 200 250 300 350
Abundance #179089: Octadecanoic acid

73.0
5000 1
129.0 1950
m/z 60.05 78.10%
29‘- ‘ 185.0 547 o 284.0
(L \“h“‘ ‘\M\ - \‘ T \‘ \“\ “ T \“ T \“\ L
50

m/z 73.10 86.18%

B

%

m/z--> 100 150 200 250 300 350
Abundance
73.0
=
19.50
5000 129.0 ITI/Z 41.10 76.20%
29.0
199.0 242.0
O o o L e e B
mlz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T
60.0 19.50
m/z 55.10  73.64%
5000 129.0
171.0 213.0 256.0
o‘m‘h u“h\“e‘“‘w \“‘w Hm‘ ‘,“‘ ——
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 17 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.051 4.64 ng 565859  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Eicosane 282 C20H42 000112-95-8 93
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 86

Abundance Scan 3207 (22.050 min): BM042519.D\data.ms (-3204) (- | m/z 57.10 100.00%

57.1
5000
22.00 |
171 219.2 .
ol AMLEEIE DTS 28213383 4031 4011 L 431 76.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0
5000 ——
22.00
m/z 71.10 67.28%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
U \
22.00
5000 ITI/Z 85.10 46.72%
127.
0 21.0 197.0 267.0 338.0
R o A B A e N R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane T
57.0 22.00
m/z 41.10 28.79%
5000 M\A/w

TS asmo_ 220

o"Hw"""H‘“""‘Hw"""Mw_m‘w_w —
miz-> 0 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 18 Heptacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.086 37.02 ng 1541690  Perylene-di12 23.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane 240 C17H36 000629-78-7 95
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3383 (23.086 min): BM042519.D\data.ms (-3379) (- | m/z 57.10 100.00%
57.1
5000 Ajyyﬁj\/\\ﬁ)
23.00 |
127.2 253.1 :
ol ALLIIPI2 19622530 52323804 5032 Ly 4310 71.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 — :
23.00
m/z 71.10 66.88%
ol ||| 1270 1970 2670  380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
N \
23.00
5000 m/z 85.10 46.61%
0 127.0 197.0 268.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane —
57.0 23.00
m/z 55.10 27.40%
- %\xj\/\\\‘
“ | ‘127.0 240.0
O o n o me SV e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.715 27.63 ng 1150760  Perylene-di12 23.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Perylene 252 C20H12 000198-55-0 94
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93

Abundance Scan 3490 (23.715 min): BM042519.D\data.ms (-3486) (- | m/z 252.10 100.00%

252.1
5000

—
125.1 23.50 24.00
o830 | 1871, | 32623861 4912 "/, 55910  31.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene
252.0
5000 —— =
23.50 24.00

m/z 253.10  22.39%

125.0
63.0 || 187.0,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
252.0

— T
23.50 24.00

o

5000 ITI/Z 125.10 11.52%
125.0
0110 187.0
R R R e AR R RR R e S A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138561: Benzo[j]lfluoranthene T —
252.0 23.50 24.00

m/z 126.05 9.66%

5000
126.0
63.0 4” 187.0

Of vy bbb e e = .
miz-> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\

BM042519.D
: 31 Oct 2023 20:10
: MA/JU
: 04938-05
: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 20 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.415 20.70 ng 862138  Perylene-di2 23.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 86
Abundance Scan 3609 (24.415 min): BM042519.D\data.ms (-3605) (- | m/z 57.10 100.00%
57.1
—
‘ ﬂ 183.2  266.1 24.50
o4 AM‘ Loy zfns o050 34824063 4762536, n/; 43.10  68.61%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane
57.0
5000 T
24.50
m/z 71.10 65.64%
O\\“\‘\“\\\\"1\‘\‘\\‘]‘_‘6\\9\.(\)‘2\2\5\.\CJ‘\2\8\2\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
—
24.50
5000 m/z 85.10 46.91%
o 113.0169.0225.0281.0338.0
T T e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T
57.0 24.50
m/z 55.10 24.34%
o W\M\\/w
ob ‘ (113-0169.0225.0281.0337.0394.0
‘H“H“_‘H"H"H‘w“u“u‘_“w“u‘u“_“w —
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM103123\
Data File : BM@42519.D

Acqg On : 31 Oct 2023 20:10
Operator : MA/JU

Sample : 04938-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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|
Butanoic acid, 4.763 4.5 ng 153383 1 7.922 683602 20.0
2-Pentanone, 4-... 5.010 6.0 ng 206293 1 7.922 683602 20.0
1,3,5,7-Cyclooc... 5.875 8.7 ng 298439 1 7.922 683602 20.0
Cyclopropanecar... 12.375 4.0 ng 149852 2 10.740 744694 20.0
Phthalic anhydride 12.569 19.1 ng 712527 2 10.740 744694 20.0
1-Decene 14.186 6.2 ng 307616 3 14.569 989650 20.0
2,2,4-Trimethyl... 15.310 14.4 ng 714180 3 14.569 989650 20.0
Tetradecanoic acid 16.686 .0 ng 262066 4 17.321 1048940 20.0
Tris(2-chloropr... 17.063 6.3 ng 327788 4 17.321 1048940 20.0
unknownl7.174 17.174 5.5 ng 290563 4 17.321 1048940 20.0
cis-Vaccenic acid 18.063 7.1 ng 371225 4 17.321 1048940 20.0
n-Hexadecanoic ... 18.192 136.8 ng 7176710 4 17.321 1048940 20.0
4H-Cyclopenta[d... 18.392 3.6 ng 189969 4 17.321 1048940 20.0
9,10-Anthracene... 18.757 4.1 ng 216270 4 17.321 1048940 20.0
Heptadecanoic acid 18.845 3.9 ng 205170 4 17.321 1048940 20.0
Octadecanoic acid  19.462 35.0 ng 4259030 5 21.509 2436630 20.0
Heptadecane 22.051 4.6 ng 565859 5 21.509 2436630 20.0
Heptacosane 23.086 37.0 ng 1541690 6 23.933 832894 20.0
Benzo[e]pyrene 23.715 27.6 ng 1150760 6 23.933 832894 20.0
Eicosane 24.415 20.7 ng 862138 6 23.933 832894 20.0
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