LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc :

ALS vial : 6 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-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53809.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.783 64 67 74 rBV 14351 23800 1.58% 0.250%
2 5.651 379 385 396 rVB 337132 584486 38.89% 6.147%
3 7.238 647 655 665 rBV 357388 633537 42.15% 6.663%
4 8.0990 793 800 807 rVB 100266 177515 11.81% 1.867%
5 9.247 987 997 1005 rBV 217322 403123 26.82% 4.239%
6 10.898 1269 1278 1286 rBV 140778 279259 18.58% 2.937%
7 12.320 1514 1520 1526 rBV3 15484 25709 1.71% 0.270%
8 13.342 1686 1694 1700 rBV 605298 1013254 67.41% 10.656%
9 13.542 1721 1728 1736 rBV2 19233 32869 2.19% 0.346%
10 14.611 1906 1910 1916 rVB3 11904 17274 1.15% 0.182%
11 14.711 1918 1927 1935 rBV 234117 390936 26.01% 4.111%
12 16.192 2173 2179 2187 rBV 488309 760660 50.61% 8.000%
13 16.421 2214 2218 2221 rBV3 11413 19359 1.29% 0.204%
14 17.455 2387 2394 2398 rBV 291113 460785 30.66% 4.846%
15 17.496 2398 2401 2408 rVV 42680 64913 4.32% 0.683%
16 17.584 2411 2416 2423 rVB 11937 21222 1.41% 0.223%
17 17.831 2453 2458 2469 rBV7 15315 34856  2.32% 0.367%
18 17.954 2475 2479 2483 rBV3 9882 15238 1.01% 0.160%
19 18.125 2503 2508 2513 rBV 98481 125920 8.38% 1.324%
20 18.348 2540 2546 2560 rBvV2 115312 226955 15.10% 2.387%
21 18.524 2571 2576 2578 rBV5 10676 15581 1.04% 0.164%
22 18.642 2593 2596 2605 rVB5 12565 17652 1.17% 0.186%
23 19.200 2686 2691 2695 rBV2 52713 73478 4.89% 0.773%
24 19.259 2696 2701 2703 rVV 167288 217909 14.50%  2.292%
25 19.288 2703 2706 2717 rVB 270258 395382 26.31% 4.158%

26 19.423 2724 2729 2734 rBV 69353 85148 5.67%
27 19.506 2734 2743 2752 rBV2 105496 229011 15.24%
28 19.611 2757 2761 2778 rBV 98751 202246 13.46%

VR NN
=
N
~
R

29 19.864 2795 2804 2811 rVB 84585 159880 10.64% 681%
30 20.064 2831 2838 2849 rVB 1094810 1503031 100.00% 15.807%
31 20.358 2883 2888 2889 rBv4 14645 23771 1.58% ©.250%
32 20.516 2912 2915 2919 rVB2 11607 15040 1.00% 0.158%
33 20.816 2962 2966 2970 rBV7 8721 17001 1.13% 0.179%
34 21.380 3058 3062 3071 rVB4 56979 102070 6.79% 1.073%
35 21.732 3114 3122 3127 rBV ~ 311958 598581 39.82% 6.295%
36 21.944 3155 3158 3164 rVvB4 18771 25665 1.71% 0.270%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 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-BG060222 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 23.965 3498 3502 3506 rBV3 17086 32827 2.18% 0.345%

38 24.999 3669 3678 3688 rBV2 172554 482849 32.13% 5.078%

Sum of corrected areas: 9508792
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: CG/IU
: N3138-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
BGO53809.D
3 Jun 2022 12:21

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: BG053809.D\data.ms

5.651 7.238
9.247

10.898
8.090

3.783 12.320

0
Time-->

350 4.00 450 5.00 5.50

6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1000000

800000

600000

400000

200000

13.342

TIC: BG053809.D\data.ms

20.064

16.192

21.732

17.455 19.288
14.711

19.259

18.185348 864

21.380 |,
6421 1A%k laszar = 20285820.816 144 A

]£37.542 14.611

0
Time-->

13.50 14.00 1450 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

1000000

800000

600000

400000

200000

0

TIC: BG053809.D\data.ms

24.999

23.965

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 unknown3.783 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.783 2.68 ng 23800 1,4-Dichlorobenzene-d4 8.095

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 Formamide 45 CH3NO 000075-12-7 5
Abundance  Scan 67 (3.783 min): BG053809.D\data.ms (-64) (-) m/z 45.10 100.00%
45.1
5000 (k
e
61.0 3.60 3.80 4.00 4.20
\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH“\}H‘HH‘\\H‘\H\‘1\H‘HH‘HH‘HH‘HH‘ m/z 43.05 22.1400
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45,
5000 LB L L L L B L B
3.60 3.80 4.00 4.20
m/z 61.00 7.41%
19.0 ‘3‘)1\'038.0 . 530610 7590
\‘\\H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #342: Isopropyl Alcoho
45.0
e e
3.60 3.80 4.00 4.20
5000 m/z 44.05 4.53%
27.0
19.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 r
Abundance #1085: Propylene Glycol e e
45.0 3.60 3.80 4.00 4.20
m/z 42.00 3.87%
5000
31.0
15.0 61.0
WWH;w_Wl:!‘lm_?ﬂ!i R B -2 -
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21

Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e...

R.T. EstConc

18.125  5.47 ng

Concentration Rank 5

Area Relative to ISTD R.T.

125920 Phenanthrene-di10

000112-39-0 97
001731-88-0 95

Hit# of 5 Tentative ID MW MolForm
1 Hexadecanoic acid, methyl ester 270 C17H3402
2 Tridecanoic acid, methyl ester 228 C14H2802
3 Methyl tetradecanoate 242 C15H3002

4 Dodecanoic acid,

10-methyl-, met... 228 C14H2802

000124-10-7 94
005129-65-7 80

5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 74
Abundance Scan 2508 (18.125 min): BG053809.D\data.ms (-2503) (- | m/z 74.10 100.00%
74.1
5000 43.1
227.1 T T
‘ ‘ 43.0 185.1 18.00 18.50
\H‘HH“‘H\HM‘\‘\“\‘\“\H\‘H‘}%]\_\RH\‘HH‘H‘H‘\‘\H“\\\‘\‘\}\\‘\\\\2‘\7\(\)\‘ m/z 87.16 79.9100
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 e s —
43.0 18.00 18.50
143.0 m/z 43.10  38.84%
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
— —
18.00 18.50
5000/ 43.0 m/z 41.18  31.45%
1430
185.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126207: Methyl tetradecanoate — —
74.0 18.00 18.50
m/z 55.10 30.78%
5000
43.0 143.0
199.0
242.0
Lo, | o ol
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.348 9.85 ng 226955  Phenanthrene-di10 17.455
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2546 (18.348 min): BG053809.D\data.ms (-2540) (- | m/z 73.00 100.00%
43.1 73.0
5000 129.1 2131
e s ;
‘ H 157.0185.1 2561 1500 18.50
\H‘HH‘M‘HH!“ \‘M\ H“‘\HHH“”\‘W\\”‘\H\“HL\“‘\“H”\“‘\1\\‘\‘\\\‘\\\\“\ m/Z 43.10 95.5400
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ]
18.00 18.50
97.0 157.0 155 02130 2560 m/z 60.10  90.98%
\H‘HH“}‘HH!H \H‘M‘H\L\‘}“““H‘”‘M\“\‘\\‘\H\‘HH‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— s
43.0 18.00 18.50
5000 129.0 m/z 57.10 75.61%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 18.00 18.50
m/z 55.05 74.30%
5000 129.0
199.0
s e T
;ﬁgk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM - o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 11-Tricosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.200 3.19 ng 73478  Phenanthrene-d1e 17.455
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Tricosene 322 C23H46 052078-56-5 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 Cetene 224 C16H32 000629-73-2 90
4 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 90
5 Cyclohexadecane 224 C16H32 000295-65-8 86

Abundance Scan 2691 (19.200 min): BG053809.D\data.ms (-2686) (- | m/z 55.10 100.00%

p5.1
97.0
5000
M‘

T
153.0189.0224.1 19.00 19.50

b s m/z 43.18 94.12%

L H‘ M\h
m/z--> 50 100 150 200 250 300
Abundance #227235: 11-Tricosene
43.0
83.0

5000 — —
19.00 19.50

m/z 83.05 90.04%
L]

25? 168.0 2100 266.0 322
T ’ \ T \ T ‘ T ‘ T ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97.0 ‘

\
19.00 19.50
5000 m/z 57.10 86.28%

og [ I |11 | 190 2100
S E s
miz--> 50 100 150 200 250 300

[y
EeaE

Abundance #104592: Cetene 7 —
43.0 19.00 19.50
83.0 m/z 69.05 84.40%
5000
LR a0 2200
UL L geso 288 ) e WA
miz--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.259 9.46 ng 217909  Phenanthrene-di10 17.455
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 96
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 94
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 91
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 91

Abundance Scan 2701 (19.259 min): BG053809.D\data.ms (-2696) (- | m/z 67.10 100.00%

67.1
5000
09.1
P

150.0 263.1 19.00 19.50
‘ M 1l \}hhm‘\ ‘Hh“ ‘Wh‘ L Elu87 0‘ 2‘29‘1 SR ??4‘1 m/z 81.05 84.47%

miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

5000 ‘ T
19.00 19.50
09.0 m/z 55.10 72.15%
- “‘ “M‘ | H‘ w H“ ‘u‘\ : H‘ \} 0 S ‘2929 ‘29‘4"(
m/z--> 50 200 250
Abundance #191892: Methyl 9—C|s,ll—trans—octadecadienoate
67.0

T —
19.00 19.50

m/z 41.10 61.40%

5000
09.0 294.(
2620
. ‘\‘H\ i ‘\‘\M Hh ‘w‘u‘_ M \\1800 2200 2630 |
miz--> 50 150 200 250

Abundance #191900.9124)madecamenmcacm,meﬁwleﬁer T ——
67.0 19.00 19.50

m/z 95.10 56.61%

5000
29.0 09.0
294(
\‘ L 0 W ‘Hn m : 223.0 263.0 s

T T T
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 (Z)-15-Octadecenoic acid me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.288 17.16 ng 305382  Phenanthrene-die 17.455
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (Z)-15-Octadecenoic acid methyl ...

296

C19H3602

2 11-Octadecenoic acid, methyl ester 296 C19H3602
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602
4 15-Octadecenoic acid, methyl ester 296 C19H3602
5 12-Octadecenoic acid, methyl ester 296 C19H3602

1000427-69-3 93
052380-33-3 91
000112-62-9 91
004764-72-1 90
056554-46-2 87

Abundance Scan 2706 (19.288 min): BG053809.D\data.ms (-2703) (- | m/z 55.10 100.00%
55.1
- ik JJLWK
264.1 T I
371 1801 2221 | 19.00 19.50
plibally A !\ g ;\“ S ““ ‘2‘96’-] m/z 69.10 68.04%
miz--> 50 100 150 200 250
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
5000 == e
41.0 264.0 19.00 19.50
10.0 m/z 41.10  65.23%
| H ‘ H 152.0 222.0 ‘
(I \‘h‘ U ‘! \M\““ ‘\HMH\H‘\H“‘ \““\lawswlo‘ T \‘ L - \2\96’(
miz--> 50 100 150 200 250
Abundance #194424: 11-Octadecenoic acid, methyl ester
55.0
T o
19.00 19.50
87.0 m/z 74.85 55.69%
5000 264.0
23.0 222.0
‘ 1 180.0 | ‘ 206.C
: ‘L‘ “\u“‘u H‘“\WHM‘ \!\ et | (b ‘\’
miz--> 50 100 150 200 250
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester P o
55.0 19.00 19.50
m/z 83.10 51.19%
5000 97.0
264.0
222.0
38.0 180.0
296.(
]-‘5-‘0\\‘ H ‘\HH‘ ) \m‘“\ Y -~ ;\L — “\‘ : ‘\’ e A
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.423 3.70 ng 85148  Phenanthrene-d1e 17.455
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 96
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
Abundance Scan 2729 (19.423 min): BG053809.D\data.ms (-2724) (- | m/z 74.00 100.00%
74.0
5000 43.1
143.1 1991 255.1 T
Do | 208. o
— ‘J‘M 0t VA PRESU OIS NEY MRS RN m/z 87.00  81.81%
m/z--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 j /\\ M‘
43.0 19.50
143.0 m/z 43.10 43.95%
h\ Ll p110, | 1990 2550 298
\\\\‘\ \‘”\”‘\“\\\“‘\\\‘\‘\\\\‘\‘\\\‘
miz--> 100 150 200 250 300
Abundance #143569: Pentadecanoic acid, methyl ester
74.0
—
19.50
5000 m/z 55.10 32.54%
43.0
‘ 143.0
213.0 256.0
— u‘ \““\“9«1‘19\‘ “m 1820, 1, "
miz--> 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate T
74.0 19.50
m/z 41.10 26.94%
5000
430 143.0
199.0
242.0
elllipe | T e N
m/z--> 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.611 6.76 ng 202246  Chrysene-di12 21.732
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 78
5 n-Decanoic acid 172 C10H2002 000334-48-5 78

Abundance Scan 2761 (19.611 min): BG053809.D\data.ms (-2757) (- | m/z 43.10 100.00%

43.1 73.1
5000 129.0
185.1 241.1

—
284.1 19.50 20.00
\‘ phil oy M‘m\w ‘\\ I “‘ Ll ‘m“‘ 1 | [ ‘\ : m/z 73.10 96.28%

mi/z--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 739

5000 U
129.0 2840 19.50 20.00
m/z 60.05 81.07%

185.0 241.0
— h‘ “‘\\‘\\‘u ‘uh\‘\‘ M‘ il — | “‘ \‘ — “‘ ““ : ‘\‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
e, A

O phevpolo
19.50 20.00
5000 129.0 m/z 57.10 80.51%
‘ 199.0 2420
— ‘\‘ m ! L M‘h“w M\‘ il “‘ ‘1‘67“01 ‘ ; ‘i S — “\ ———
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — —
73.0 19.50 20.00

m/z 55.10 70.66%

43.0
5000
129.0
185.0 228.0
ML m ! ‘ I ‘\

T
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On : 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Pentadecafluorooctanoic aci... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.380 3.41 ng 102070  Chrysene-di12 21.732
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 87
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Cyclopentadecane 210 C15H30 000295-48-7 81
Abundance Scan 3062 (21.380 min): BG053809.D\data.ms (-3058) (- | m/z 57.10 100.00%
57.1
5000 k”wwmﬁﬂwj\ﬁWMWMMAw
51 — —
J | \ 2100 3011 21.00 21.50
H\“\\H\\‘”\m\l\‘!““\'”\1‘\”“\‘\"\“’}”‘\“\\‘\“HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\ m/Z 43.10 92.8900
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
21.00 21.50
m/z 55.10 69.38%
FS'O 252.0
HJ‘\\\‘\‘\HI‘\“\‘L%“\‘H\‘H‘H‘\.H\‘HH‘\H.\‘HH‘\\\\‘\\\\‘\\\\‘\?ﬂ.‘g\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
— ——
21.00 21.50
5000 m/z 83.10 56.51%
ﬁi.o 238.0
AW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228815: 1-Hexadecanesulfonyl chloride — —
57.0 21.00 21.50
m/z 69.10 53.17%
5000
5.0
224.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060322\
Data File : BG@53809.D

Acqg On ¢ 3 Jun 2022 12:21
Operator : CG/JU

Sample : N3138-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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|
unknown3.783 3.783 2.7 ng 23800 1 8.095 177515 20.0
Hexadecanoic ac... 18.125 5.5 ng 125920 4 17.455 460785 20.0
n-Hexadecanoic ... 18.348 9.8 ng 226955 4 17.455 460785 20.0
11-Tricosene 19.200 3.2 ng 73478 4 17.455 460785 20.0
9,12-Octadecadi... 19.259 9.5 ng 2179069 4 17.455 460785 20.0
(Z)-15-Octadece... 19.288 17.2 ng 395382 4 17.455 460785 20.0
Methyl stearate 19.423 3.7 ng 85148 4 17.455 460785 20.0
Octadecanoic acid 19.611 6.8 ng 202246 5 21.732 598581 20.0
Pentadecafluoro... 21.380 3.4 ng 102070 5 21.732 598581 20.0
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