LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc :

ALS Vvial : 14 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_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57827.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.029 324 330 339 rBV 487471 711877 28.54% 4.273%
2 5.493 402 409 420 rBvV 949029 1450271 58.14% 8.705%
3 6.104 506 513 522 rBV2 20017 32135 1.29% 0.193%
4 7.086 671 680 689 rBV 919306 1562766 62.65%  9.380%
5 7.920 816 822 829 rBV 189926 309006 12.39% 1.855%

6 9.083 1010 1020 1030 rBV 555522 959494 38.46% 5.759%
7 10.723 1287 1299 1309 rBV 265784 469945 18.84%  2.821%
8 13.178 1710 1717 1725 rBV 1264655 1944378 77.95% 11.670%
9 14.553 1945 1951 1962 rVB 386984 607929 24.37%  3.649%
10 15.911 2176 2182 2187 rBV 142968 191066 7.66% 1.147%

11 16.040 2197 2204 2216 rBV 1039493 1568694 62.89%  9.415%
12 16.692 2310 2315 2322 rBV2 19049 28796 1.15% 0.173%
13 17.297 2412 2418 2424 rBV 476883 701495 28.12% 4.210%
14 17.468 2442 2447 2458 rBv4 15029 36201 1.45% 0.217%
15 18.061 2543 2548 2555 rBv4 26533 48443 1.94% ©.291%
16 18.190 2564 2570 2584 rBV 266304 416682 16.70% 2.501%
17 19.348 2759 2767 2773 rBV2 43544 89135 3.57% ©.535%
18 19.459 2782 2786 2797 rBV2 58874 102300 4.10% 0.614%
19 19.712 2822 2829 2834 rVB2 18123 36405 1.46% 0.219%

20 19.918 2858 2864 2869 rBV 1853328 2494511 100.00% 14.972%

21 21.204 3079 3083 3091 rVv4 130916 208686  8.37%
22 21.287 3093 3097 3104 rVB 53346 80445 3.22%
23 21.551 3135 3142 3147 rBV2 440601 740892 29.70%
24 22.109 3231 3237 3247 rVB 329725 551994 22.13%
25 23.208 3418 3424 3434 rVB 287240 540232 21.66%

wWwhOR
N
B
N
xR

26 24.706 3669 3679 3693 rBV2 239107 777322 31.16% 4.665%

Sum of corrected areas: 16661100
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG057827.D\data.ms
1500000
1000000 5.493 7.086
9.083
500000 5.029
10.723
7.920
0\ 6.104
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057827.D\data.ms
19.918
1500000
13.178
16.040
1000000
21.551
17.297
500000 14,553 22109
18.190
15.911 2%'2%'7
0 /\ﬁ 16.692  17.468 18.061 193489717 ' N
L L e e e o B L B B o B B
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057827.D\data.ms
1500000
1000000
500000
M
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.029 46.08 ng 711877 1,4-Dichlorobenzene-d4 7.920

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 330 (5.029 min): BG057827.D\data.ms (-324) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\\\‘86”66”,26”‘\0”
4.80 5.00 5.20 5.4
‘ 83.0 .
O v oA TR m/z 59.00 62.81%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L I BN L
59.0 4.80 5.00 5.20 5.40
m/z 101.00  18.65%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R a A RREEmaREE
4.80 5.00 5.20 5.40
5000 41.0 m/z 57.95 17.52%
| LT
ol Wl L T
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RaREEEREREEE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.78%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 R RN AR R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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-methoxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.104 2.08 ng 32135 1,4-Dichlorobenzene-d4 7.920

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 N-Ethylformamide 73 C3H7NO 000627-45-2 16
3 Guanidine, methyl- 73 C2H7N3 000471-29-4 9
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 9

Abundance Scan 513 (6.104 min): BG057827.D\data.ms (-506) (-) m/z 42.95 100.00%

43.0 73.0
5000
115.0 T
| 560 100.0 5.80 6.00 6.20 6.40
O L L R A A m/z 73.00 86.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 LB B LR A IR B |
5.80 6.00 6.20 6.40
m/z 115.00 13.87%
150 290 || 560 7.0 1000 11‘5'0
0 H\‘HH‘\HH‘\‘\H‘H‘H‘HH‘HH‘\}H‘HH“\HHHH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #836: N-Ethylformamide
30.0 73.0
AR R maE
5.80 6.00 6.20 6.40
5000 m/z 41.00 11.51%
58.0
44.0
120 \‘\ |
Ottt e b e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #822: Guanidine, methyl-
30.0 43.0 73.0 5.80 6.00 6.20 6.40
' m/z 55.10 8.68%
5000
57.0
so ] Wi
0“WHWWHﬂﬁu‘W«MWmHW‘HW‘MW‘HW‘HW‘HW‘HW‘H n‘w‘u‘_“ﬁﬁu‘_‘u,

m/z-->

10 20 30 40 50 60 70 80 90 100 110120

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.911 6.29 ng 191066  Acenaphthene-di10 14.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 53
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47
Abundance Scan 2182 (15.911 min): BG057827.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
=
16.00
152.0
bbb 2283 65 myz 77.00  63.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 T
16.00
510 m/z 182.00  51.87%
Jo2mo | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘!\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
71.0
T
182.0 16.00
5000 m/z 51.00 26.91%
51.0 105.0
ol 270 ‘ 128.0 15%0 \
e R Ao L R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide T
105.0 16.00
m/z 181.00 9.69%
77.0
5000
51.0
ol 280 | ) | 1340 1650
e R B s B B e o A —
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.190 11.88 ng 416682  Phenanthrene-d10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 2570 (18.190 min): BG057827.D\data.ms (-2564) (- | m/z 60.00 100.00%

60.0
5000
129.1 /L

87. 213.1 o R

| 157.0185.1 o561 18.00 18.50
I— m/z 73.00  99.64%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid

2 3

43.0 73.0 256.0

5000 —r —
129.0 18.00 18.50

m/z 43.00  93.49%

213.0
157 0185.0
0 ]"ﬁ ‘OH | ‘ulﬂ‘ ‘H!H M‘ %“\‘ \”M ‘\‘H‘\‘ — “‘ = “‘ ”\‘ - “‘ ‘ - — “‘ :
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92063: Tridecanoic acid
43.0 730
e

[ I

18.00 18.50
5000 129.0 m/z 57.00 84.77%
171.0
214.0
015&?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid =L -
43.0 73.0 18.00 18.50

m/z 55.00 78.47%

5000 129.0
199.0
e e
15.00 UI g il gl \m u L] ‘ :

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.459 2.76 ng 102300  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30

Abundance Scan 2786 (19.459 min): BG057827.D\data.ms (-2782) (- | m/z 73.00 100.00%
73.0
43.0

5000 129.0

%

19.50

0 ‘HWH“J‘WH‘ m/z 57.00 87.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
5000 129.0 —
19.50
199.0 242.0 m/z 43.00 84.93%
O ’\‘\H‘i‘}‘\\”!” \‘\‘M\ ng”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.
43.0 0
—
19.50
5000 129.0 ITI/Z 55.00 82.55%
185.0 2410 284

i

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0 19.50
43.0 m/z 59.95 82.37%
5000
129.0
185.0 228.0
YSRAINEL AL 0 ALY M MO
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.204 5.63 ng 208686  Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Cyclotetracosane 336 C24H48 000297-03-0 91
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 91
4 1-Octadecene 252 C18H36 000112-88-9 90
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90

Abundance Scan 3083 (21.204 min): BG057827.D\data.ms (-3079) (- | m/z 57.00 100.00%

57.0
97.0
5000

.
2100 2150
L e 1831 2461 2049 360. oo o gs5.36%

miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0

o

5000 970 — e
21.00 21.50
m/z 43.00  84.48%
oLl 0202250 00
miz--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0
83.0
—r —
21.00 21.50
5000 ITI/Z 83.00 72.83%
25.0
RN 11| 1], 1670 21002500 2630 3360
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #228811: Dichloroacetic acid, tetradecyl ester P ——
43.0 21.00 21.50
83.0 m/z 69.00 67.61%
5000
25.0
LA YT 2es0
oAb B 0 4y — —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Diethylene glycol dibenzoate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.287 2.17 ng 80445  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 72
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 72
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 56
Abundance Scan 3097 (21.287 min): BG057827.D\data.ms (-3093) (- | m/z 105.00 100.00%
105.0
149.0
5000
S e
51.0 21.00 21.50
230.1
O bbb b 1 1870750 3011 88T s 149.00  78.16%
miz--> 50 100 150 200 250 300 350
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0
5000 e e
21.00 21.50
m/z 77.00 41.40%
51.0
0 | 192.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
e 5
105.0 21.00 21.50
5000 m/z 51.00 11.16%
51.0
o‘mﬂmwwm‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0 21.00 21.50
1490 m/z 106.00  8.55%
5000 59.0 /\
obso [l iy ee0 o L
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 2-isopropyl-1-methyl-1H-ben... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.109 14.90 ng 551994  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-isopropyl-1-methyl-1H-benzimid... 231 C13H17N30 1790918-16-9 53
2 Phenanthridine 6-chloro-2-methyl... 231 C14H14CIN 035417-77-7 53
3 3-(2-Bromo-4,5-dimethoxyphenyl)-... 310 C12H11BrN203 1000459-09-2 50
4 2-[(Methylamino)methylene]thiazo... 231 C11H9N30S 072740-41-1 49
5 2-Benzothiazolamine, N-(1-methyl... 231 C12H13N3S 084859-07-4 47
Abundance Scan 3237 (22.109 min): BG057827.D\data.ms (-3231) ( | m/z 231.10 100.00%
2311
5000
— —
30 1010 189.0 WJ 27?-1 22.00 22.50
ol AP el ASLOSPR L 388z 215,05 34.20%
miz--> 50 100 150 200 250 300 350
Abundance #112658: 2-isopropyl-1-methyl-1H-benzimidazol-5-amine
174.0 231.0
5000 —r —
22.00 22.50
m/z 216.00 29.79%
92.0 133. ‘ ‘
Ot ‘h‘\‘m‘ I \‘u\‘ ‘u\‘\ H ‘ \1 i““‘ R o
miz--> 50 100 150 200 250 300 350
Abundance #112682: Phenanthridine 6-chloro-2-methyl-7,8,9,10-tetre
231.0
—+ —
22.00 22.50
5000 m/z 232.05 19.50%
115.0 180(1
ob h‘u “u\‘\\“‘m\u‘d ““\h J ‘\“\ ‘\H“ Hh \‘ M‘ M‘ S
m/z--> 50 lOO 150 200 250 300 350
Abundance #210943: 3-(2-Bromo-4,5-dimethoxyphenyl)-1H-pyrazole —r e
231.0 22.00 22.50
m/z 274.05 13.31%
5000
29.0
187.0
87.0 1450 ‘ 3120
h \\H h\‘ \Hm ““H \‘M m\h\ \‘h h\\ H‘ il h‘ \H ‘ 267.0 I
ok I A ol oLy
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 10 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.208 13.90 ng 540232  Perylene-d12 24.700
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 78
4 2,6,10,14-Hexadecatetraen-1-0l, ... 332 C22H3602 061691-98-3 78
5 Farnesol isomer a 222 C15H260 1000108-92-4 72

Abundance Scan 3424 (23.208 min): BG057827.D\data.ms (-3418) (- | m/z 69.00 100.00%

69.0
5000

I
Lo 23.00 2350
“wNW‘”MWJMW\““‘2?%9“?9?;§4%Q“““ m/z 81.00 48.86%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 == —
23.00 23.50

m/z 41.00 22.93%

137.0
7.0 by, 0], 1910 273.0 3410 410.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0

7
23.00 23.50
5000 m/z 95.00 11.89%

137.0
27\\' i \‘ “ il h H‘ I \“ 192 0 247.0 316.0
e el b e
m/z--> 50 100 150 200 250 300 350 400

Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol —— —
69.0 23.00 23.50

m/z 68.00 10.06%

137.0
0274 /1930

m/z--> 50 100 150 200 250 300 350 400 23.00 23.50

o

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57827.D

Acqg On : 23 Jun 2023 3:55
Operator : CG/JU

Sample : 03320-13

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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-... 5.029 46.1 ng 711877 1 7.920 309006 20.0
2-Pentanone, 4-... 6.104 2.1 ng 32135 1 7.920 309006 20.0
Benzophenone 15.911 6.3 ng 191066 3 14.553 607929 20.0
n-Hexadecanoic ... 18.190 11.9 ng 416682 4 17.297 701495 20.0
Pentadecanoic acid 19.459 2.8 ng 102300 5 21.551 740892 20.0
5-Eicosene, (E)- 21.204 5.6 ng 208686 5 21.551 740892 20.0
Diethylene glyc... 21.287 2.2 ng 80445 5 21.551 740892 20.0
2-isopropyl-1-m... 22.109 14.9 ng 551994 5 21.551 740892 20.0
Supraene 23.208 13.9 ng 540232 6 24.700 777322 20.0
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