LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60785.D

Acqg On : 4 Apr 2024 19:37
Operator : MA/JU

Sample : P1974-07

Misc :

ALS Vvial : 15 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-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60785.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.091 12 17 26 rBV5 18038 50888 1.49% 0.259%
2 3.179 26 32 49 rVB 364593 645961 18.97% 3.285%
3 3.690 114 119 126 rBV 56235 82634  2.43% 0.420%
4 5.541 425 434 443 rBV 1088895 1722865 50.60% 8.761%
5 7.115 694 702 713 rBV 1050307 1756168 51.57% 8.930%

6 7.956 837 845 852 rBV 283944 461246 13.55% 2
7 9.107 1032 1041 1049 rBV 625311 1075539 31.59% 5
8 10.523 1276 1282 1290 rBV2 28594 47177 1.39% ©0.240%
9 10.752 1312 1321 1327 rBV 354857 627460 18.43% 3
10 13.208 1731 1739 1747 rBV 1183352 1842160 54.10% 9

11 14.583 1964 1973 1984 rBvV2 573288 911218 26.76%
12 16.070 2218 2226 2240 rBV 1363367 2112386 62.03% 10.742%

N
o)
W
N
R

13 17.327 2433 2440 2445 rBV 771657 1180321 34.66% 6.002%
14 17.368 2445 2447 2452 rVB 46332 59334 1.74% 0.302%
15 18.238 2591 2595 2603 rVB2 130684 192558 5.65% ©.979%
16 19.383 2785 2790 2796 rVB 104899 152368 4.47% 0.775%
17 19.513 2809 2812 2819 rBV2 45402 69061 2.03% 0.351%
18 19.742 2843 2851 2858 rBV 103111 180112 5.29% ©.916%

19 19.953 2881 2887 2895 rBV 2579418 3405193 100.00% 17.316%

20 21.275 3108 3112 3123 rVB3 129632 198458 5.83% 1.009%

21 21.593 3159 3166 3172 rBV 841060 1396643 41.02% 7.102%

22 22.450 3308 3312 3317 rBV7 22742 38130 1.12% 0.194%

23 23.931 3560 3564 3569 rBV8 18538 38026 1.12% 0.193%
7.

24 24.730 3691 3700 3713 rVB 515920 1419410 41.68%

Sum of corrected areas: 19665316
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60785.D

Acqg On : 4 Apr 2024 19:37
Operator : MA/JU

Sample : P1974-07

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060785.D\data.ms
2500000

2000000

1500000

5.541 7.115
1000000

9.107

500000
3.179 7.956 10.752

091 3.690 fk 10.52

O\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\“v_\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG060785.D\data.ms
2500000 19.953

2000000

1500000 16.070

13.208
1000000 21.593
17.327

14.583
500000

21.275
17868 % 19 8%9574 LM/\ 22.450

L s ma ma ma  E  L  eee i—————
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: BG060785.D\data.ms
2500000

2000000

1500000

1000000

24.730
500000

23.931
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG040424\
Data File : BGO60785.D

Acqg On : 4 Apr 2024 19:37
Operator : MA/JU

Sample : P1974-07

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 1-Pentene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.091 2.21 ng 50888 1,4-Dichlorobenzene-d4 7.956

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 68
2 Cyclohexane 84 C6H12 000110-82-7 64
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 59
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
5 Chloroacetic acid, hexyl ester 178 C8H15C102 005927-57-1 45
Abundance  Scan 17 (3.091 min): BG060785.D\data.ms (-12) (-) m/z 56.05 100.00%
56.0
5000 j\/\
e
‘ | ‘ | 163.2 281.( 320 340
0 bt e m/z 41.80 53.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1676: 1-Pentene, 2-methyl-
56.0
5000 LA L B B B
3.20 3.40
27'0H l m/z 55.00  42.05%
O\H‘\M\\M\“\‘h"\“\‘\\‘\‘;H‘HH‘HH‘\H\’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #1643: Cyclohexane
56.0
B B e
3.20 3.40
5000 m/z 84.00 34.21%
27.0 “ | 850
Okt ddh el e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3953: Cyanic acid, 2-methylpropyl ester T
41.0 3.20 3.40
m/z 42.00  28.47%
5000
84.0
m/z--> 20 40 60 80 100120140160180200220240260280 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60785.D

Acqg On : 4 Apr 2024 19:37
Operator : MA/JU

Sample : P1974-07

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.179 28.01 ng 645961 1,4-Dichlorobenzene-d4 7.956

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 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 32 (3.179 min): BG060785.D\data.ms (-26) (-) m/z 73.05 100.00%

73.0
43.0
5000
55.0
87.1

I 320 340 3.60
el L m/z a3.65  52.46%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 LN L B B B I
43.0 3.20 3.40 3.60
550 87.0 m/z 55.00 37.04%
29.0 ‘
O\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R RS A
20 gy 87.0 320 340 360
5000 ’ ITI/Z 87.10 24 .40%
29.0
so |1
e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol e M
73.0 3.20 3.40 3.60

m/z 41.10 16.07%

55.0
43.0
5000
27.0
w0 | I
I ‘ ‘ il ‘ | il |

m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 340 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60785.D

Acqg On : 4 Apr 2024 19:37
Operator : MA/JU

Sample : P1974-07

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknown3.690 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.690 3.58 ng 82634 1,4-Dichlorobenzene-d4 7.956

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Formamide 45 CH3NO 000075-12-7 7
5 Ethyl ether 74 C4Hl1e0 000060-29-7 4

Abundance Scan 119 (3.690 min): BG060785.D\data.ms (-114) (-) m/z 45.00 100.00%

45.0
5000 }k
61.0 3.40 3.60 3.80 4.00
Ol Ot e o0 - m/z 43.00  19.36%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 UL L B I B R L
3.40 3.60 3.80 4.00
m/z 44.00 4.92%
0 19.0 ‘3"1‘0 | 53.0610 7590
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #5317: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
GO
3.40 3.60 3.80 4.00
5000 m/z 61.00 4.46%
15.0 3.0
| \H . 61.0
L 1 i
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1085: Propylene Glycol IS L F -
45.0 3.40 3.60 3.80 4.00
m/z 46.00 3.46%
5000
31.0
o"‘_1?‘9"‘M""‘M_?‘3;9\?%;9”_?9-9,”‘w S |
m/z--> 10 20 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60785.D

Acqg On : 4 Apr 2024 19:37
Operator : MA/JU

Sample : P1974-07

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 3
R.T. EstConc Area Relative to ISTD R.T.
18.238 3.26 ng 192558  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2595 (18.238 min): BG060785.D\data.ms (-2591) (- | m/z 43.10 100.00%
43.1
73.0
5000
129.0 213.1 il e
| H m ‘ 157.1185.1 256.1 18.00 18.50
YA H\“mv‘umw“m‘u‘u‘w‘m_\”w!‘_ m/z 59.95  95.08%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 —r o s
129.0 18.00 18.50
213.0 m/z 73.00 84.35%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M\‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
ookt ey
18.00 18.50
5000 m/z 57.05 79.45%
129.0 242.0
199.0
e | ame
Y S 19 S VR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid — —
73.0 18.00 18.50
43.0 m/z 41.05 73.73%
5000 129.0
185.0
H 228.0
0;§RWA“NJWmwk%_ﬁuLM‘HHMAW‘HWHH_!HMHW‘ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

4

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
BGO60785.D

Apr 2024 19:37

: MA/JU
. P1974-07

. 15

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 7 1-Docosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.275 2.84 ng 198458 Chrysene-di2 21.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 91

Abundance Scan 3112 (21.275 min): BG060785.D\data.ms (-3108) (- | m/z 43.10 100.00%
3.1
2000 NAA/\J‘NN
‘ ‘ 21.00 21.50
229.1 . .
4. 281.0
— “‘ M L L30Y, 172610 34093950446, ;55 1p  95.56%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
5000 —r ——
11.0 21.00 21.50
m/z 57.10 88.55%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
—— —
21.00 21.50
5000 1110 m/z 69.05 62.89%
ol LLLALLLL3e70 2220 380
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #143654: n-Heptadecanol-1 T —
55.0 21.00 21.50
m/z 83.10 58.61%
h | wwWwLwﬂNwM«ﬁ\MWNVWWVWWM
UL, 200
om\wmw e T B e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60785.D

Acqg On : 4 Apr 2024 19:37
Operator : MA/JU

Sample : P1974-07

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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|
1-Pentene, 2-me... 3.091 2.2 ng 50888 1 7.956 461246 20.0
Butane, 2-metho... 3.179 28.0 ng 645961 1 7.956 461246 20.0
unknown3.690 3.690 3.6 ng 82634 1 7.956 461246 20.0
n-Hexadecanoic ... 18.238 3.3 ng 192558 4 17.327 1180320 20.0
1-Docosene 21.275 2.8 ng 198458 5 21.593 1396640 20.0
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