LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06 Instrument :
Operator : CG/JU ?:'l\:gﬁ(t;Sam ol
3?22'6 i L1558-01 m5&COMP$TA
ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\HPCHEMI\BNA G\METHODS\8270-BG013020.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.468 398 405 419 rBV 803763 1292065 2.71% 0.403%
2 7.066 669 677 694 rBV 789973 1364811 2.86% 0.426%
3 8.212 865 872 886 rVB 644405 1106132 2.32% 0.345%
4 9.046 1004 1014 1026 rVB 465168 850761 1.78% 0.266%
5 10.691 1287 1294 1304 rVB 270001 497310 1.04% 0.155%
6 13.153 1705 1713 1720 rBV 1250847 1988776 4.17% 0.621%
7 14.528 1941 1947 1960 rVB 455112 743496 1.56% 0.232%
8 15.004 2014 2028 2045 rBV 1158030 3095778 6.48% 0.966%
9 16.020 2194 2201 2208 rBVY 1220026 1862628 3.90% 0.581%
10 17.272 2409 2414 2424 rVB 611543 925513 1.94% 0.289%

11 18.277 2564 2585 2604 rBV 8464393 35076062 73.47% 10.949%
12 19.346 2759 2767 2777 rBV6 162545 614115 1.29% 0.192%
13 19.499 2783 2793 2808 rBV 5347513 13141786 27.53% 4.102%
14 19.634 2813 2816 2820 rVB 402726 495415 1.04% 0.155%
15 19.892 2855 2860 2867 rVB 2340404 3239477 6.79% 1.011%

16 20.692 2991 2996 3002 rVvB3 1110918 2101473 4._.40% 0.656%
17 21.197 3077 3082 3088 rBV 2944675 3910589 8.19% 1.221%
18 21.256 3088 3092 3098 rVB 689693 934500 1.96% 0.292%
19 21.426 3116 3121 3129 rVB 1045576 1435079 3.01% 0.448%
20 21.520 3132 3137 3142 rVB2 648095 1008360 2.11% 0.315%

21 21.731 3166 3173 3184 rVB 6596961 10672195 22.36% 3.331%
22 22.337 3265 3276 3291 rVB 9203564 21293613 44.60% 6.647%
23 22.666 3328 3332 3337 rBV 298139 479405 1.00% 0.150%
24 23.024 3375 3393 3397 rBV2 10038436 33684483 70.56% 10.514%
25 23.447 3460 3465 3472 rVB 416255 802724 1.68% 0.251%

26 23.811 3508 3527 3539 rVB 10047763 42205909 88.41% 13.174%
27 24.299 3604 3610 3615 rBV 624881 1428705 2.99% 0.446%
28 24.358 3615 3620 3626 rVB 593031 1195490 2.50% 0.373%
29 24.734 3656 3684 3699 rVB 9515194 47739195 100.00% 14.901%
30 25.310 3775 3782 3792 rVB 766028 2030043 4._.25% 0.634%

31 25.439 3798 3804 3816 rVB 369183 1032547 2.16% 0.322%
32 25.815 3843 3868 3890 rVB 8301792 40724314 85.31% 12.712%
33 26.514 3980 3987 3993 rBV2 423154 1266228 2.65% 0.395%
34 26.590 3995 4000 4009 rVvB3 660002 1823724 3.82% 0.569%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

3?22'6 i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 27.084 4061 4084 4094 rBV 5453687 25053682 52.48% 7.820%
36 28.588 4323 4340 4360 rVB2 2119294 9869124 20.67% 3.081%
37 30.445 4642 4656 4676 rVB 683093 3379576 7.08% 1.055%

Sum of corrected areas: 320365083
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG044494.D
1e+07

8000000

6000000

4000000

2000000

5.47 7.07 8.21 9.05 10.69

r—r—r—r—_t—r—— A A e

Time--> 350 400 450 500 550 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: BG044494.D
1le+07 22.34

18.28
8000000

21.73

6000000

4000000

2000000

13.15 15.00 16.02
14.53 1razr
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: BG044494.D
1e+07{ 2302 2381 24.73

25.81
8000000

6000000 27.08

4000000

2000000

30.44

il

N

o = e

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\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

Sample - L1558-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.00 83.28 ng 3095780 Acenaphthene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 Octanoic acid 144 C8H1602 000124-07-2 50
4 Nonanoic acid 158 C9H1802 000112-05-0 46
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 43

Abundance Scan 2027 (14.998 min): BG044494.D (-2014) (-) m/z 73.05 100.00%
60 73
43
5000
1 129 157 Y
1R || |‘| ] I ‘ 143 | 71103 200 14.60 14.80 15.00 15.20 15.40
0...,....i.-..".'.':'.' alll -yl ':., PN S N S m/z 60.05 88.97%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #61120. Dodecanoic acid
60 73
43
5000 129 R U UM UL B
85 157 14.60 14.80 15.00 15.20 15.40
29 115 m/z 43.10 63.55%
101 143 171 200
o 15 183
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60 73
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
14.60 14.80 15.00 15.20 15.40
5000 43 m/z 41.10 58.05%
29 85 129 143
115 186
ob e e M Y | e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20839: Octanoic acid R R an e B
60 14.60 14.80 15.00 15.20 15.40
m/z 55.10 53.88%
73
5000 27
‘ 85 101
R Y O O 7 N [ RN O S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 trans-13-Octadecenoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.35 13.27 ng 614115 Phenanthrene-d10 17.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 90
2 2-Methvl-Z.7Z-3.13-octadecadienol 280 C19H360 1000130-90-5 83
3 Cvclopropaneoctanal. 2-octvl- 280 C19H360 056196-06-6 76
4 6-Octadecenoic acid 282 C18H3402 1000336-66-8 70
5 Oleic Acid 282 C18H3402 000112-80-1 70
Abundance Scan 2768 (19.352 min): BG044494.D (-2759) (-) m/z 55.10 100.00%

5000

-

111

19.00 19.20 19.40 19.60
m/z 41.10 68.17%

137153 180 202 222 541 264,59

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid

-

5000

19.I00 19.I20 19.I40 19.I60
m/z 69.10  65.64%

125939

165180  207222236250284 282

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
R BEEEREEREEEEER S
19.00 19.20 19.40 19.60
5000 o1 m/z 43.10 56.23%

95
09
135149163179 206 231 248263 280

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127746: Cyclopropaneoctanal, 2-octyl- e AR
9 83 97 19.00 19.20 19.40 19.60

m/z 67.10 54 .48%

5000

-

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

Sample - L1558-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: C:\Database\NIST11.L

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.50 260.66 ng 13141800 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2793 (19.499 min): BG044494.D (-2783) (-) m/z 73.10 100.00%
43
5000 //L
19.20 19.40 19.60 19.80
0 m/z 43.10 90.89%
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43
5000 129 BRI AR BN S
o7 19.20 19.40 19.60 19.80
185 a1 o84 m/z 60.10 82.92%
157 | 207 | l
0 L B T P M BARLE
m/z--> 50 100 150 200 250 300
Abundance
43 | 73
19.20 19.40 19.60 19.80
5000 129 m/z 57.10 80.29%
97 199 242
o2 157 180 | o25
m/z--> éo 160 1éo 260 2éo 360
Abundance #84453: Tetradecanoic acid T
73 19.20 19.40 19.60 19.80
43 m/z 55.10 70.58%
5000 129
185 228
LRI 2|
ol 28 W gl paeee | o | )
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Hexadecanamide Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.63 9.83 ng 495415 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Dodecanamide 199 C12H25NO 001120-16-7 59
4 Hexanamide 115 C6H13NO 000628-02-4 50
5 Decanamide- 171 C10H21NO 002319-29-1 45
Abundance Scan 2815 (19.628 min): BG044494.D (-2813) (-) m/z 59.10 100.00%
59
5000
4 TTTTTTTTT T T T T T T T T
86 128 212 19.40 19.60 19.80 20.00
oﬁ—_ﬁJLM jol J09 77 149 170 1940% 238256 280207 34 sz 72 10 46.19%
m/z--> 50 100 150 200 250 300
Abundance #106565: Hexadecanamide
59
5000
19.40 19.60 19.80 20.00
. m/z 43.10 20.25%
o | 86 114 142 170 195212 238255
m/z--> 50 160 1éo 260 2%0 360
Abundance
59
"' 10.40 1960 19.80 20.00
5000 m/z 41.10 14.18%
41
oL18 86 111128 156 184 10227
m/z--> 55 160 1éo 260 250 300
Abundance #60439: Dodecanamide B B o B S S
59 19.40 19.60 19.80 20.00
m/z 55.10 11.10%
5000 ﬁy_—/A‘J/l\hA_\___ﬁv__‘~w
41
0 15 \\ “‘ W 8\6 1:!'4 \138156 199
m/z--> 5'0 1(')0 150 2(')0 250 300 ' 19.'40 19.|60 19.I80 20.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

Sample - L1558-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 6 Octadecanamide Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.69 41.68 ng 2101470 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 83
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 72
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Hexadecanamide 255 C16H33NO 000629-54-9 64
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59

Abundance Scan 2996 (20.692 min): BG044494.D (-2991) (-) m/z 59.10 100.00%
5000
240 20.40 20.60 20.80 21.00
B .J -~199. n .1,5?.1.8‘.‘ 212 7|7 264283 327 357381 | 7y 75 10 53.01%
miz--> 50 100 150 200 250 300 350
Abundance #130204: Octadecanamide
¢
5000
20.40 20.60 20.80 21.00
m/z 43.10 37.91%
o 29 L% 1091?8 156 184 212 240 283
miz--> 50 100 150 200 250 300 350
Abundance
59 A
' 20.40 20,60 20.80 21.00
5000 m/z 57.10 37.13%
0 29 83 114135156 184 220 253 2oL
2> % a0 1o 2 2o s 0 . )
Abundance #83609: Tetradecanamide R =
59 2040 20,60 20.80 21.00
m/z 41.10 21.81%
5000
28
ol Sl P M W9 8ges7
miz--> 50 100 150 200 250 300 350 2040 20,60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.20 77.56 ng 3910590 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3083 (21.203 min): BG044494.D (-3077) (-) m/z 57.10 100.00%
g7
85
5000
05 LRI BRI S BRI B
127 163 20.80 21.00 21.20 21.40 21.60
oLl Ll ﬁlﬂ A 183 211 239 267 295 323 352 | “nsz 71.10  74.81%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 AL I ARRA RN
20,80 21.00 21.20 21.40 21.60
29 m/z 43.10 63.82%
oL ]113 141 169 197 240
m/z--> 55 100 150 200 250 300 350 '
Abundance
57
20.80 21.00 21.20 21.40 21.60
5000 85 m/z 85.10 56.20%
29
o 113 141 169 197 995 268
mz-> 50 100 150 200 250 300 350
Abundance #209566: Octacosane BAREEEEEEEEEs e
57 20.80 21.00 21.20 21.40 21.60
m/z 55.10 24 _97%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 20,80 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

8 Benzoic acid, 2-(4-nitrophe... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.26 18.54 ng 934500 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13NO5 1000368-92-7 78
2 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 64
3 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 59
4 2-(2-CarboxvvinvDpvridine. trans 149 C8H7NO2 007340-22-9 52
5 2,2"-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 50
Abundance Scan 3093 (21.261 min): BG044494.D (-3088) (-) m/z 105.00 100.00%
105 149
5000 77
51 21.00 21.20 21.40 21.60
Ol 1,122 | 179 208 231250269 295813 342 | y777149.00  87.96%
m/z--> 50 100 150 200 250 300
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
105 149
77
5000
21.00 21.20 21.40 21.60
o m/z 77.10 39.68%
ol 30 ), 122 166 211 287
m/z--> 50 100 150 200 250 300
Abundance
105 149
21.00 21.20 21.40 21.60
5000 m/z 150.00 8.74%
77
oL_28 51 122 175193 236 267
m/z--> 50 100 150 200 250 300
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- R R AREm
149 21.00 21.20 21.40 21.60
105 m/z 51.05 8.22%
5000
77
45
0 "2? Jﬂ T lell?% e L SR UL SR VAR AR BN R
m/z--> 50 100 150 200 250 300 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Docosane, 11-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.73 211.67 ng 10672200 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 93
2 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 3173 (21.731 min): BG044494.D (-3166) (-) m/z 57.10 100.00%
g7
85
5000
R e
3 | | ] 13 141 169 197 225 253 281 309 337 366 2190 21.60 21.80 2200
ol 3 h A b L a7T 199 197 225 253 281 309 337 36 m/z 71.10 78.83%
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
5000 AR A ARAUNRRE
21.40 21.60 21.80 22.00
m/z 43.10 68.37%
oL 3 113 141 169 210 535 267 399 335 366
m/z--> 50 100 150 200 250 300 350
Abundance
43
o 21.40 21.60 21.80 22.00
5000 m/z 85.10 61.17%
224
99
o 127 155 183 253 29 323 364
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R EBESEE RS e
57 21.40 21.60 21.80 22.00
m/z 55.10 29.00%
85
5000
29 113
ol T LT 160 107 205 253 296 A
m/z--> 50 100 150 200 250 300 350 2140 21.60 21.80 22.00

8270-BG013020-M Thu Feb 20 17:14:51 2020 Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021920\
BG044494.D

19 Feb 2020 18:06

CG/Ju

L1558-01

0166-COMP-BT-A

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 10 2-methylhexacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.34 422.34 ng 21293600 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3277 (22.343 min): BG044494.D (-3265) (-) m/z 57.10 100.00%
57
85
5000
e R e
141 169 197 22.00 22.20 22.40 22.60
ol d, .l|, L1 222253 261309337 380 |\ m/z 71.10 83.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202663: 2-methylhexacosane
57
85
5000 IUNLUNB AR ARSUUAERE B
22.00 22.20 22.40 22.60
m/z 43.10 69.20%
L2, 1 1 ﬂ / 11f11169 197 225 253 281 309 337 365
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
22.00 22.20 22.40 22.60
5000 m/z 85.10 67.23%
85
29 113 141 169 197 22
ol A g F 297 225 208 280 309 | 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane e  amEE R R )
57 22.00 22.20 22.40 22.60
m/z 55.10 32.40%
5000 85 }/\
. i |13 141 169 107 205 253 295 323 367
m/z--> % 100 @ 200 250 300 350 400 ' 2200 22.20 22.40 22.60

8270-BG013020-M Thu Feb 20 17:14:52 2020

Page: 12



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021920\

BG044494.D

19 Feb 2020 18:06

CG/Ju

L1558-01 0166-COMP-BT-A
8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
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 11 Terephthalic acid, 3-methyl... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
22.67 9.51 ng 479405 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalic acid. 3-methvlbut-2... 348 C21H3204 1000356-27-6 59
2 Terephthalic acid. 2-ethvlhexvl ... 390 C24H3804 1000324-00-5 58
3 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 53
4 Terephthalic acid. monochloride.... 296 C16H21CI103 1000324-22-9 43
5 Terephthalic acid, but-2-enyl oc... 332 C20H2804 1000356-31-6 27
Abundance Scan 3333 (22.672 min): BG044494.D (-3328) (-) m/z 70.10 100.00%
70
149
261
5000 112
M I L
22.40 22.60 22.80 23.00
3 280
ol -.h,l.' l.l~?3,\. Lo | 148180 221om |20 3.2 o m"9a9700  73.76%
m/z--> 50 100 150 200 250 300 350
Abundance #182854: Terephthalic acid, 3-methylbut-2-yl octyl ester
261
5000 70 N DAV SUNME
2240 22.60 22.80 23.00
149 m/z 261.10 65.68%
104
I R PO < L s A - E—
m/z--> 50 100 150 200 250 300 350
Abundance
261
0 112 U W—
22.40 22.60 22.80 23.00
5000 m/z 112.10 48.97%
149
. 41 o3 168 280
m/z--> " 50 100 150 200 250 300  3%0
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261 22.40 22.60 22.80 23.00
149 m/z 167.00  37.74%
70
5000 12
41
ol M‘JL]93{ ] 1L8189 215 | 2%0 304 333 361 389
m/z--> 50 100 150 200 250 300 350 ' 2240 22.60 22.80 23.00

8270-BG013020-M Thu Feb 20 17:14:52 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

Sample - L1558-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 12 Octacosane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
23.02 668.10 ng 33684500 Chrysene-di12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 2-methylhexacosane 380 C27H56 1000376-72-7 91

Abundance Scan 3392 (23.018 min): BG044494.D (-3375) (-) m/z 57.10 100.00%
57
85
5000
EEE T e T
141 169 197 22.80 23.00 23.20 23.40
o3, ﬂ LT, 289,197 225 253 281 309 337 365 394 |\ n77 71.15  86.69%
m/z--> 50 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 LS B BRI UL B
22. 80 23. oo 23. 20 23 40
29 m/z 85.15 72.98%
oL . d | J141 169 107 225 253 281 309 337 365 394
m/z--> §o 100 150 260 250 360 3%0 400
Abundance
57
" 22.80 23.00 23.20 23.40
5000 85 m/z 43.10 70.93%
0 29 13 141 169 197 225 267 295 365 393
m/z--> §o 160 1%0 260 2%0 360 3%0 400
Abundance #194493: Hexacosane L B R L B B B
57 22.80 23.00 23.20 23.40
m/z 55.10 34._.37%
5000 85 /\
29 113
oL w J L 77,141 169 197 225 253 295 323 367
m/z--> §o 160 1%0 260 250 360 350 460 2280 2300 2320 2340

8270-BG013020-M Thu Feb 20 17:14:53 2020

0166-COMP-BT-A
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\
Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

Sample - L1558-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 13 Hentriacontane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

23.81 17.68 ng 42205900 Perylene-di12 24.61

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

0!

Abundance Scan 3527 (23.811 min): BG044494.D (-3508) (-)
g7
85
5000
141
oLl “ ] L] 11?9 197 ,225 253 281 309 337 365 408
i .. .. e 4 e B

m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

5000

113
141 169 197 225 253 280 309

351 379 407 436

m/z

57.10 100.00%

—

23.40 23.60 23.80 24.00 24.20

m/z

71.15

>

87.32%

23 40 23. 60 23. 80 24 00 24 20

m/z

85.15

73 .93%

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
Bt e
23.40 23.60 23.80 24.00 24.20
5000 85 m/z 43.10 70.23%
29
. 13 141 169 107 225 253 295 323 367
e E e e o e B o T
m/z--> 50 100 150 200 250 300 350 400
Abundance #202663: 2-methylhexacosane BB RS e o
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 34 .54%
85
5000
13 14
0 291 | l ﬂ | 7 169 197 225 253 281 309 337 365
e e e S s
m/z--> 50 100 150 200 250 300 350 400 23 40 23. 60 23. 80 24 00 24 20

8270-BG013020.

M Thu Feb 20 17:14:53 2020

0166-COMP-BT-A

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 Docosane, 7-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.08 10.50 ng 25053700 Perylene-di12 24 .61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 4083 (27.078 min): BG044494.D (-4061) (-) m/z 57.10 100.00%
57
85
5000
P R T
141 169 26.80 27.00 27.20 27.40
Y .l|, L7 30,197,225 253 281 300 337 365 393 421 480 | 75 71.10  77.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209568: Docosane, 7-hexyl-
57
5000 85 R UL S S B
26.80 27.00 27.20 27.40
82 m/z 43.10 62.09%
o . ] | ﬂ 141 211 239 267 3?9 337 363 392
m/z--> 50 160 1%0 260 250 300 350 400 450
Abundance
57
o 26,80 27.00 27.20 27.40
5000 m/z 85.10 60.85%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202663: 2-methylhexacosane ST
57 26.80 27.00 27.20 27.40
m/z 55.10 26.37%
85
5000
113
oL 2 J l ﬂ | 11 169 197 225 253 281 309 337 365
m/z--> 55 100 1%0 260 250 300 3%0 400 450 26.80 27.00 27.20 27.40

8270-BG013020-M Thu Feb 20 17:14:53 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG021920\

Data File : BG044494.D

Aca On : 19 Feb 2020 18:06

Operator : CG/JU

ﬁ?ggle i L1558-01 0166-COMP-BT-A
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
28.59 4.13 ng 9869120 Perylene-d12 24 .61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 4340 (28.588 min): BG044494.D (-4323) (-) m/z 57.10 100.00%

5000

\

141 169 28 20 28. 40 28 60 28 80 29. OO
o 197 225 253 295 323 365 393 421 m/z 71.10 74 _53%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

5000 R e LEAER R
28 20 28. 40 28 60 28 80 29. OO

m/z 43.10 58.25%

o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

28 20 28. 40 28 60 28 80 29.00

5000 85 m/z 85.10 57 .50%
29
. 113 141 160 107 225 253 295 323 367
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane REEE R e

57 28.20 28.40 28.60 28.80 29.00
m/z 55.10 23.22%

5000 85 /ﬁ\\‘*vvu—v///\\\/hm-ﬂwwmv
29\ h L H1%3x141\1§9 197 225 267 295 365 393

ol e e S

m/z--> 50 100 150 200 250 300 350 400 28 20 28. 40 28 60 28 80 29. OO

8270-BG013020-M Thu Feb 20 17:14:54 2020 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG021920\

Data File : BG044494.D

Acq On : 19 Feb 2020 18:06 Instrument :
Operator : CG/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i L1558-01 Mﬁ&COMP%TA
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Dodecanoic acid 15.00 83.3 ng 3095780 3 14.53 743496 20.0
trans-13-Octadece... 19.35 13.3 ng 614115 4 17.27 925513 20.0
Octadecanoic acid 19.50 260.7 ng 13141800 5 21.52 1008360 20.0
Hexadecanamide 19.63 9.8 ng 495415 5 21.52 1008360 20.0
Octadecanamide 20.69 41.7 ng 2101470 5 21.52 1008360 20.0
Heptadecane 21.20 77.6 ng 3910590 5 21.52 1008360 20.0
Benzoic acid, 2-(... 21.26 18.5 ng 934500 5 21.52 1008360 20.0
Docosane, 11-butyl- 21.73 211.7 ng 10672200 5 21.52 1008360 20.0
2-methylhexacosane 22.34  422.3 ng 21293600 5 21.52 1008360 20.0
Terephthalic acid... 22.67 9.5 ng 479405 5 21.52 1008360 20.0
Octacosane 23.02 668.1 ng 33684500 5 21.52 1008360 20.0
Hentriacontane 23.81 17.7 ng 42205900 6 24.61 47739200 20.0
Docosane, 7-hexyl- 27.08 10.5 ng 25053700 6 24.61 47739200 20.0
Heneicosane 28.59 4.1 ng 9869120 6 24.61 47739200 20.0

8270-BG013020.M Thu Feb 20 17:14:54 2020 Page: 18



