LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SFAM-EPA-BM050721.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.016 18 22 27 rBv 71850 99563 2.35% 0.254%
2 3.057 27 29 35 rvB 38141 48654 1.15% 0.124%
3 3.687 130 136 143 rvB2 23498 42090 1.00% 0.107%
4 3.881 166 169 176 rVB4 11345 19480 0.46% 0.050%
5 3.934 176 178 183 rBvV6 3771 6387 0.15% 0.016%
6 4.293 234 239 248 rVB 25165 37294 0.88% 0.095%
7 4.698 305 308 313 rVB5 3743 6482 0.15% 0.017%
8 5.957 518 522 529 rVB2 7028 12320 0.29% 0.031%
9 6.739 649 655 668 rBV 122578 273354 6.46% 0.696%
10 6.892 675 681 697 rBV 466797 814937 19.27% 2.076%

11 7.081 706 713 732 rBV 561675 977309 23.11% 2.489%
12 7.545 784 792 802 rBV 429588 731439 17.29% 1.863%
13 7.622 802 805 812 rvB4 9801 18894 0.45% 0.048%
14 8.263 908 914 933 rBv2 379555 742311 17 .55% 1.891%
15 8.698 980 988 1013 rBV 592882 1131969 26.76% 2.883%

16 9.116 1055 1059 1065 rvVvB2 10726 17612 0.42% 0.045%
17 9.416 1103 1110 1125 rBV 515510 935351 22.11% 2.382%
18 9.745 1161 1166 1171 rVB7 3794 6714 0.16% 0.017%

19 9.951 1195 1201 1224 rBV 602769 1321786 31.25% 3.366%
20 10.316 1256 1263 1276 rBV 628001 1102783 26.07% 2.809%

21 10.492 1287 1293 1305 rBV2 29801 92362 2.18% 0.235%
22 11.604 1476 1482 1487 rBV2 11206 18803 0.44% 0.048%
23 11.933 1533 1538 1542 rBV2 7947 15039 0.36% 0.038%
24 12.539 1637 1641 1646 rVB4 6043 9496 0.22% 0.024%
25 12.727 1669 1673 1679 rVB4 3509 6666 0.16% 0.017%
26 12.798 1679 1685 1691 rBV3 7821 14036 0.33% 0.036%
27 13.021 1717 1723 1728 rBV 15134 22687 0.54% 0.058%
28 13.098 1732 1736 1742 rVB9 4510 8564 0.20% 0.022%

29 13.615 1817 1824 1829 rBV 1661386 2362185 55.85% 6.016%
30 13.662 1829 1832 1842 rVB 85232 130920 3.10% 0.333%

31 13.886 1861 1870 1886 rBV 1866126 2826267 66.82% 7.198%

32 14.110 1903 1908 1913 rVB3 8222 12657 0.30% 0.032%
33 14.192 1916 1922 1934 rBV 1011231 1465434 34.65% 3.732%
34 14.280 1934 1937 1943 rBV7 8174 16973 0.40% 0.043%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
Title = SVOA CALIBRATION

35 14.457 1957 1967 1968 rBV5 25413 40694 0.96% 0.104%
36 14.733 2011 2014 2018 rVB5 4152 6554 0.15% 0.017%
37 15.004 2057 2060 2061 rBv4 5097 4514 0.11% 0.011%
38 15.033 2061 2065 2068 rVvVv 19884 27202 0.64% 0.069%
39 15.062 2068 2070 2076 rVB3 8594 9434 0.22% 0.024%

40 15.192 2085 2092 2109 rBV 2486773 3548414 83.89%% 9.038%

41 15.327 2109 2115 2128 rVV 737067 1099767 26.00% 2.801%

42 15.433 2129 2133 2142 rVB 31129 61409 1.45% 0.156%
43 15.568 2152 2156 2160 rVB5 4790 6252 0.15% 0.016%
44 15.621 2162 2165 2171 rVBS8 2642 4530 0.11% 0.012%
45 15.880 2203 2209 2213 rBVS 5170 10421 0.25% 0.027%
46 15.921 2213 2216 2222 rVV6 4445 9266 0.22% 0.024%
47 15.974 2222 2225 2233 rVB5 12948 20914 0.49% 0.053%
48 16.104 2243 2247 2250 rVB5 3217 4485 0.11% 0.011%
49 16.180 2256 2260 2266 rVB 16449 22034 0.52% 0.056%
50 16.333 2282 2286 2291 rBV4 4120 4947 0.12% 0.013%
51 16.621 2330 2335 2338 rBV7 4601 5820 0.14% 0.015%
52 16.680 2342 2345 2349 rBV5 4690 8056 0.19% 0.021%
53 16.721 2349 2352 2358 rVV5 8014 13851 0.33% 0.035%

54 16.939 2383 2389 2400 rBV 1125021 1608356 38.03% 4._.096%
55 17.039 2400 2406 2426 rVV 2722645 3831252 90.58% 9.758%

56 17.239 2437 2440 2448 rVB6 6516 12856 0.30% 0.033%
57 17.456 2472 2477 2480 rBV5 3293 4425 0.10% 0.011%
58 17.621 2502 2505 2511 rVB7 3403 5243 0.12% 0.013%
59 17.850 2538 2544 2552 rBV 142248 243525 5.76% 0.620%
60 17.915 2553 2555 2565 rVB 17498 36983 0.87% 0.094%
61 18.780 2700 2702 2706 rVB5 4392 6058 0.14% 0.015%
62 18.897 2721 2722 2726 rBV4 4503 4410 0.10% 0.011%
63 18.974 2731 2735 2740 rBV 26339 38016 0.90% 0.097%
64 19.139 2758 2763 2773 rBV 72655 137095 3.24% 0.349%
65 19.221 2774 2777 2781 rVV 25459 37318 0.88% 0.095%

66 19.274 2781 2786 2791 rVV 660321 741631 17.53% 1.889%
67 19.339 2791 2797 2816 rVB 3064667 4229640 100.00% 10.773%
68 19.580 2835 2838 2842 rBV2 16221 21356 0.50% 0.054%
69 20.850 3050 3054 3065 rBvV 248182 427418 10.11% 1.089%
70 21.127 3096 3101 3110 rBV 1118814 1557706 36.83% 3.967%

71 22.633 3354 3357 3362 rVB2 99739 135604 3.21% 0.345%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

72 23.144 3437 3444 3459 rBV2 2105387 4101695 96.98% 10.447%
73 23.280 3461 3467 3479 rVB2 830515 1574596 37.23% 4_.010%
74 23.779 3549 3552 3561 rVB 145774 250506 5.92% 0.638%

Sum of corrected areas: 39263071
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029957.D
3000000

2500000
2000000
1500000

1000000
8.70 9.95 10.32

.08
500000 6.8 7 55 942
6.7
3,-% 3.6%388 4.29 4.70 5.96 9.12 /\ 9.75 0 49 11.6(

o= ,,,,,,,,, = A R e =~

Time--> 300 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10. OO 10. 50 11.00 11.50
Abundance TIC: BM029957.D

3000000 19,34

17.04

2500000 15.19

2000000 13.89
13.62
1500000

16.94

14.19

1000000
19.p7

oLLL93 1252783920 1018845 @L/

Time--> 12.00 12,50 13.00 13.50 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
Abundance TIC: BM029957.D
3000000

500000

13.

2500000 23.14
2000000

1500000
21.13

23.28
1000000

500000{ 2085 22.63 23.78

SN N\

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.85 3.03 ng/ul 243525 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2544 (17.850 min): BM029957.D (-2538) (-) m/z 73.05 100.00%
43.1 73.0
5000 129.1 ”N_JU*_*,wa}\\WMMMMWﬂw4~N
213.2 e
157 1 185 1 256.3 285 1 17.60 17.80 18.00 18.20
ol ' S VA S S m/z 43.10 95.41%
m/z--> 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
5000 129.0 DR R BN SR AR
17.60 17.80 18.00 18.20
97.0 157.0 18502130 256.0 m/z 60.00 84.71%
o! el .l|l. .l.l.'| .|...|l....|....|.
m/z--> 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
"' 17,60 17.80 18.00 18.20
5000 256.0 m/z 41.10 79.09%
129.0
213.0
n e
OI‘IUIIIIJI H ‘H‘\\ Il |||‘|“|‘|l||||||||||||||
m/z--> 50 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid R RE Ra R
43.0 73.0 17.60 17.80 18.00 18.20
m/z 55.10 77 .92%
5000
129.0
256.0
mz> 80 B 150' - 'zc')o' 20 300 350 "' 17,60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butyl citrate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.27 9.52 ng/ul 741631 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 81
2 Butvl citrate 360 C18H3207 000077-94-1 78
3 Adipic acid. butvl 4-heptvl ester 300 C17H3204 1000349-73-7 64
4 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 56
5 Dibutyl adipate 258 C14H2604 000105-99-7 56
Abundance Scan 2785 (19.268 min): BM029957.D (-2781) (-) m/z 185.10 100.00%
129.0 185.1
5000 57.0
87.0 157.0 259.2 10,00 19.20 19.40 19.60
ol e“,l:-. b b A LA L 381 Th777129.00 89.86%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185.0
129.0
5000 SRR VNI BN B
19.00 19.20 19.40 19.60
41.0 259.0 m/z 57.05 42 .58%
Ll | 870 | | 1570 | 2130 | a0 361.0
m/z--> 50 100 150 200 250 300 350
Abundance #190470: Butyl citrate
185.0
129.0 19.00 19.20 19.40 19.60
5000 259.0 m/z 41.05 37.82%
570 oo g 157.0
oo bb L o | ame  seo
m/z--> 50 100 150 200 250 300 350
Abundance #144585: Adipic acid, butyl 4-hepty! ester R A EREE N R EE e
129.0 185.0 19.00 19.20 19.40 19.60
m/z 111.00 14 .99%
5000
57.0
101.
0 Izgwllol\i IH' RS |L(.?. | I\]-S?;OI —— |2|27I'O| —
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.85 5.49 ng/ul 427418 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3054 (20.850 min): BM029957.D (-3050) (-) m/z 43.10 100.00%
431 83.1
5000 ,«Mﬂv,vw,“~,/\u~\#\,avuj\\
251 281.0 20,60 20.80 21.00 21.20
o 168.0 209.0 400.9 m/z 57.10 99.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 AU AR A
20.60 20.80 21.00 21.20
m/z 55.05 94 .94%
oL2aal Al d | 1% 1500 280 poso
m/z--> 50 100 150 200 250 300 350 400
Abundance #131393: n-Nonadecanol-1
43.0 83.0
20,60 20.80 21.00 21.20
5000 m/z 83.10 86.76%
25.0
J Jt 168.0 238.0
L e e SR sy e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0 20.60 20.80 21.00 21.20
97.0 m/z 69.05 74 .75%
5000
015QJL ’ R400 182.0 255.0  306.0
miz--> ""s'o'"'160""1éo'"'zc')o""zéd"ééd"ééo"'héo"" 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM051021\
Data File : BM029957.D

Aca On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.78 3.18 ng/ul 250506 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 3552 (23.779 min): BM029957.D (-3549) (-) m/z 57.10 100.00%
5%.1 n
5000
9.1 N 5280 9280 2400
1470 2211 2810 3%5.1 23.40 23.60 23.80 24.00
ok b b L £260, 7T ZOL0 03990 4772 53811 hs7 43.10  68.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 SRR UL LU SRR B
2340 23.60 23.80 24.00
113.0155.0 m/z 71.10 68.68%
0 225 0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83028: Hexadecane
57.0
23.40 23.60 23.80 24.00
5000 m/z 85.10 51.24%
9.0
o ‘ J | ]]41 0183 0226 0
miz--> '"'s'o'"ic')d"isd"'zod"'zsd":;od"ééé"&éd"&éd"ééé""
Abundance #83023: Hexadecane B RE
57.0 23.40 23.60 23.80 24.00
m/z 55.10 27.01%
- \—A—Wj\‘/\/\/\m/\
o | : 9(3141 0183. 02260
m/z--> 55 100 1%0 200 250 300 350 400 450 500 2340 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051021\
Data File : BM029957.D

Acq On : 11 May 2021 23:50

Operator : CG/JU

Sample : M2197-11

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM050721 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.85 3.0 ng/ul 243525 4 16.94 1608360 20.0
Butyl citrate 19.27 9.5 ng/ul 741631 5 21.13 1557710 20.0
Dichloroacetic ac... 20.85 5.5 ng/ul 427418 5 21.13 1557710 20.0
(DEL) Alkane: Str... 23.78 3.2 ng/ul 250506 6 23.28 1574600 20.0
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