LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134138.D

Acqg On : 07 Jul 2023 15:15
Operator : CG\JU

Sample : 03392-05

Misc :

ALS Vvial : 35 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134138.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 18 rVB 1166935 1526183 64.93% 7.539%
2 2.240 23 26 31 rVB 30370 35511 1.51% 0.175%
3 5.087 506 510 523 rBV 69651 101601 4.32% 0.502%
4 5.481 572 577 580 rBV 2214897 2090782 88.94% 10.328%
5 6.481 743 747 750 rBV 2153911 2047542 87.10% 10.115%

6 6.845 805 809 818 rBV 748872 637238 27.11%
7 7.404 900 904 908 rBV 1403350 1354625 57.63%
8 8.122 1023 1026 1034 rBV 978578 774506 32.95%
9 9.198 1205 1209 1213 rBV 2683819 2350661 100.00% 11.

9.739 1298 1301 1305 rVB 45620 41823 1.78%
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11 9.880 1321 1325 1329 rBV 953774 752188 32.00%
12 10.086 1355 1360 1364 rBV 27534 34019 1.45%
13 10.598 1443 1447 1455 rVB 197562 169259 7.20%

OO OO0 WwW
00
w
o))
B

14 10.675 1456 1460 1468 rBV 1378468 1222539 52.01% 039%
15 10.798 1477 1481 1487 rVB3 42845 57716  2.46% 285%
16 10.986 1509 1513 1516 rBVS5 24645 39419 1.68% 195%
17 11.269 1559 1561 1566 rVB4 35428 39579 1.68% 196%

18 11.374 1575 1579 1581 rBV 757779 631441 26.86%
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=
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R

19 11.398 1581 1583 1586 rVV 257569 196148  8.34% 969%
20 11.451 1589 1592 1594 rVWV 59867 49305 2.10% 244%
21 11.880 1662 1665 1666 rBV 32117 31779 1.35% ©.157%
22 11.904 1666 1669 1673 rVV 394071 384945 16.38%  1.902%
23 11.939 1673 1675 1681 rVB 77130 73946 3.15% ©.365%
24 11.992 1681 1684 1686 rBV2 56126 56271 2.39% 0.278%
25 12.204 1718 1720 1722 rVB2 43411 33909 1.44% ©.168%

26 12.598 1783 1787 1790 rBV 631061 572475 24.35%
27 12.698 1801 1804 1808 rBV2 192646 186297  7.93%
28 12.827 1820 1826 1829 rBV 599481 609005 25.91%

PrOWON
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29 12.974 1847 1851 1856 rVB 2102954 1934703 82.30% 557%
30 14.039 2027 2032 2034 rBV2 637860 868631 36.95% 291%
31 14.063 2034 2036 2041 rVB 297482 245186 10.43% 1.211%
32 15.098 2209 2212 2216 rBV 241298 369979 15.74%  1.828%
33 15.480 2274 2277 2284 rVB 256225 364631 15.51% 1.801%
34 15.545 2285 2288 2292 rVV 309768 359114 15.28% 1.774%

Sum of corrected areas: 20242956
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Jul 2023 15:15
¢ CG\JU
: 03392-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
BF134138.D

: 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF134138.D\data.ms
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7.404
128

6.845

.240 5.087

0
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

2500000

2000000

1500000

1000000

500000

TIC: BF134138.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134138.D

Acqg On : 07 Jul 2023 15:15

Operator : CG\JU

Sample : 03392-05

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.128 47.90 ng 1526180 1,4-Dichlorobenzene-d4 6.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance Scan 7 (2.128 min): BF134138.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 43.0
R ARa  RARAREEEEEESESY
‘ ‘ 2.202.302.402.50
O bl A L2070 sz 43,05 44.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL RN RN R
43.0 2.202.302.402.50
' m/z 55.10 30.06%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
R RaRe e RARRAREEEEEESS
2.202.302.402.50
5000 41.0 m/z 87.05 25.16%
0 97.0  129.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9527: 3-Pentanol, 2,4-dimethyl- AR ARAREasEEEE LSS
73.0 2.202.302.402.50
m/z 41.05 14.24%
5000
43.0
ol 300 [ ) 1 es0
m/z--> 20 40 60 80 100 120 140 160 180 200 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134138.D

Acqg On : 07 Jul 2023 15:15
Operator : CG\JU

Sample : 03392-05

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown5.087 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.087 3.19 ng 101601 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Silane, trimethyl- 74 C3H1esi 000993-07-7 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H1e 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 510 (5.087 min): BF134138.D\data.ms (-506) (-) m/z 43.00 100.00%

5000
1010 LI L L L L LI L L B
‘ . 4.80 5.00 5.20 5.40
Ol A890 | 2068 7 59.00  50.28%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R LA I BN LR
4.80 5.00 5.20 5.40
m/z 101.00 17.61%
101.0
O\‘\\\\‘\w‘\\“h\\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
Ammma
4.80 5.00 5.20 5.40
5000 m/z 41.00 12.39%
29.0
2.0
Ol et e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate sl R A
43.0 4.80 5.00 5.20 5.40
m/z 58.00 12.25%
5000
150 72‘-0 100.0
ottt R T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134138.D

Acqg On : 07 Jul 2023 15:15

Operator : CG\JU

Sample : 03392-05

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 3 Benzophenone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.598 4.50 ng 169259  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12HO9NO 014548-46-0 58
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 49
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 49
5 Phenacyl thiocyanate 177 CSH7NOS 005399-30-4 47

Abundance Scan 1447 (10.598 min): BF134138.D\data.ms (-1443) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
— =
10.50 11.00
152.1
by b A280SET I 21PL 0 mjz 76.95  60.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —= pe
10.50 11.00
51.0 m/z 182.10  50.45%
oo 1820
‘\\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
1 —
770 183.0 10.50 11.00
5000 51.0 m/z 50.95  28.42%
0 154.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo- —— ;
105.0 10.50 11.00
m/z 50.00 8.88%
5000 77.0
51.0 17
027\0 s i | 133.0 \80
e e e e e e
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\BF070623\
Data File : BF134138.D

Acqg On : 07 Jul 2023 15:15
Operator : CG\JU

Sample : 03392-05

Misc

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.698 5.90 ng 186297  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 98

2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Heneicosanoic acid 326 C21H4202 002363-71-5 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1804 (12.698 min): BF134138.D\data.ms (-1801) (- m/z 43.10 100.00%

43.1
5000
3.1 129.0
185.2 T ‘ T T ‘ T
‘ | ] 2412 2843 . 12.50 13.00
0b—— ‘H\Hi‘ n“h\‘m‘\uh‘d ‘\H‘u“m‘ \;\WWM T, \‘L et “ - ‘3?‘5““ m/z 60.00 77 .40%
m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000{ 28.0 284.0 o =
185.0 241.0 12.50 13.00
m/z 72.95 76.23%

0! w‘u‘\‘m} H“‘ ‘ I, ‘L e “ i ““ ’\‘ : “‘ R
m/z--> 50 100 150 200 250 300
Abundance
60.0

T
12.50 13.00

5000 129.0 m/Z 55.10 75.08%
171.0 213.0 256.0
95.0
ob—— Ml oy oy L
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — —
73.0 12.50 13.00

m/z 57.05 66.59%

5000

129.0
199.0 242.0

m/z-->

H “\h‘L L ea0] |

50 100 150 200

T ‘
250 300 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070623\
Data File : BF134138.D

Acqg On : 07 Jul 2023 15:15
Operator : CG\JU

Sample : 03392-05

Misc

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Butane, 2-metho... 2.128 47.9 ng 1526180 1 6.845 637238 20.0
unknown5.087 5.087 3.2 ng 101601 1 6.845 637238 20.0
Benzophenone 10.598 4.5 ng 169259 3 9.880 752188 20.0
Octadecanoic acid 12.698 5.9 ng 186297 4 11.374 631441 20.0
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