LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN101918MA.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

3.887 148 153 162 rVB 89760 140461 3.47% 0.410%
6.675 620 627 638 rBv2 24529 58049 1.43% 0.169%
rBv2 208754 541946 13.40% 1.582%
6.951 668 674 685 rVB 186623 302657 7.48% 0.884%
7.145 701 707 720 rBV 226389 388998 9.61% 1.136%
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7.604 779 785 794 rBV 248023 411249 10.16% 1.201%
8.328 901 908 921 rBV 283804 531940 13.15% 1.553%
rBv 225506 398400 9.85% 1.163%
9.475 1097 1103 1123 rBV 190648 344993 8.53% 1.007%
10.022 1190 1196 1219 rBV 256024 558330 13.80% 1.630%
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11 10.369 1249 1255 1265 rBV 417457 708712 17.52% 2.069%
12 10.528 1276 1282 1302 rBV 211283 453019 11.20% 1.323%
13 13.657 1808 1814 1819 rBV 639627 905600 22.38% 2.644%
14 13.704 1819 1822 1835 rVB 170970 254887 6.30% 0.744%
15 13.933 1852 1861 1872 rBV 780734 1169211 28.90% 3.414%

16 14.245 1906 1914 1923 rBV2 696489 1072180 26.50% 3.131%
17 14.527 1956 1962 1983 rBV2 106602 367049 9.07% 1.072%
18 14.851 2012 2017 2028 rVB 38051 53166 1.31% 0.155%
19 15.245 2078 2084 2095 rVB 1048299 1509155 37.30% 4._.406%
20 15.404 2106 2111 2122 rBV 229917 408270 10.09% 1.192%

21 16.416 2279 2283 2292 rBV2 55926 77857 1.92% 0.227%
22 16.998 2376 2382 2390 rBV 1009618 1372768 33.93% 4.008%
23 17.098 2390 2399 2408 rVB2 1165728 1707710 42.21% 4.986%
24 17.786 2510 2516 2529 rBV 86558 190564 4.71% 0.556%
25 17.910 2530 2537 2564 rVV 1235718 1996532 49.35% 5.829%

26 18.580 2646 2651 2658 rBV3 36923 67147 1.66% 0.196%
27 19.015 2721 2725 2727 rBV3 33952 43599 1.08% 0.127%
28 19.045 2727 2730 2732 rVV2 68861 92233 2.28% 0.269%

29 19.086 2732 2737 2747 rVV4 196604 493420 12.20% 1.441%
30 19.192 2751 2755 2770 rVB 207075 335783 8.30% 0.980%

31 19.404 2785 2791 2798 rBV2 1461814 2071973 51.21% 6.050%

32 19.957 2881 2885 2890 rBV2 37901 54733 1.35% 0.160%
33 20.051 2897 2901 2908 rVv2 67271 112139 2.77% 0.327%
34 20.204 2925 2927 2934 rVB4 37053 50206 1.24% 0.147%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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_N\METHODS\SOM-EPA-BN101918MA_.M
Title = SVOA CALIBRATION

35 20.451 2965 2969 2973 rBV2 54703 70795 1.75% 0.207%
36 20.915 3045 3048 3051 rBV 57478 65286 1.61% 0.191%
37 20.951 3051 3054 3058 rBv4 47612 85304 2.11% 0.249%

38 21.209 3093 3098 3108 rVB 1346565 1858947 45.95% 5.428%
39 21.357 3119 3123 3128 rVB 91570 103060 2.55% 0.301%
40 21.780 3192 3195 3199 rVvB2 115523 138435 3.42% 0.404%

41 22.233 3268 3272 3278 rVB 173495 216040 5.34% 0.631%
42 22.356 3288 3293 3299 rVB 302138 387083 9.57% 1.130%
43 22.721 3351 3355 3361 rVB 188683 270918 6.70% 0.791%
44 23.274 3442 3449 3462 rVB 1448062 2657780 65.69% 7.760%
45 23.415 3466 3473 3489 rVvVv 994373 2074911 51.29% 6.058%

46 23.892 3549 3554 3562 rVvB2 205697 375627 9.28% 1.097%
47 24.356 3627 3633 3653 rVB9 120534 500330 12.37% 1.461%

48 24.633 3670 3680 3701 rBVS5 1035516 4045798 100.00% 11.813%
49 24.974 3730 3738 3763 rBVS5 465447 2153539 53.23% 6.288%

Sum of corrected areas: 34248789
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN003253.D
1500000

1000000

500000

3.89
GIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII II T T L
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 650 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN003253.D
1500000 19.40
17.91
17.10
15.25 17.do
1000000
13.93
13.66 14.25
500000
A 19:999
, 200 200.45
16.42 L_- f}J 18.58 19) M“V__~£§%§§~“k*
OIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

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: BN003253.D
23127
1500000 21.21
24.63
P3.42
1000000
24.97
500000 22.36
22.08 2212 2389 2436
136 21.78 .
_=ef -
O L e o o o L B e T L B o e o o e B o M L I I S N L o e o o B

Time--> 21.00 21.50 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 Hexanoic acid Concentration Rank 10

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

6.67 2.82 ng/ul 58049 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 90
3 Pentanoic acid 102 C5H1002 000109-52-4 78
4 Hexanoic acid 116 C6H1202 000142-62-1 78
5 Pentanoic acid 102 C5H1002 000109-52-4 72

Abundance Scan 626 (6.669 min): BN003253.D (-620) (-) m/z 60.00 100.00%
60
73
5000 /\\\mm
||||| I 87 640 6.60 680 7.00
0..,”..,”..,”..,”..,.J.'.”.n.h.,.”L,.”.,.”., m/z 73.00 54.89%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #8071. Hexanoic acid
60
5000 73 R R ----u---q
a1 6.40 6.60 680 7.00
m/z 41.00 27 .95%
27 87
o--.--l?-.---'-'.----'.h““? sl 67 | g | e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8070: Hexanoic acid
60
6.40 6.60 6.80 7.00
5000 7 41 73 m/z 43.00 18.75%
87
o =2 ‘\47 53 || 67, |, 80 | 93 99
miz-> 10 20 3'0 4 50 60 70 8 90 100
Abundance #4247 Pentanoic acid
60 6.40 6.60 6.80 7.00
m/z 55.00 17.48%
5000 73
29 41
o L i liljer 83, | 67 | 81 8 101
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|O 9'0 1(')0 ' 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 2-Hydroxy-3,5,5-trimethyl-c... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.79 2.78 ng/ul 190564 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-3.5.5-trimethvl-cvcloh... 154 C9H1402 004883-60-7 58
2 4-Methvl-2.7-dioxa-tricvclol4.4.... 154 C9H1402 1000193-48-4 46
3 Phenol. 3.5-dimethoxv- 154 C8H1003 000500-99-2 30
4 Fumaric acid. monoamide. N-metha... 305 C16H19NO5 1000357-45-9 27
5 2-Undecenal, E- 168 C11H200 053448-07-0 27
Abundance Scan 2517 (17.792 min): BN003253.D (-2510) (-) m/z 154.00 100.00%
4
5000
wop sn 236 | | 1740 17,60 17'80 18,06 1855
o R o o R e m/z 70.00 75.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27714: 2-Hydroxy-3,5,5-trimethyl-cyclohex-2-enone
70
154
5000 41 98 139 SRR BURULE BN SO I
55 11 17,40 17.60 17.80 18.00 18.20
27 83 126 m/z 55.00 56.04%
o .ﬂm,d.+¢.%ﬂ.h.ﬂm.q..l N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27734: 4-Methyl-2, 7-dioxa-tricyclo[4.4.0.0(3,8)]decane
154
o 17.40 17.60 17.80 18.00 18.20
5000 41 55 m/z 41.00 55.32%
29 o 98
110
125
0 T |U‘| |H| : I‘\MI e R lhu '| |‘| |]|-3|9| : |‘l R S BAREREREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27402: Phenol, 3,5-dimethoxy- RERREEEER AR
154 17.40 17.60 17.80 18.00 18.20
m/z 69.00 52.79%
125
5000
111
39 55
0 .??,?7.»,.ww,.w ,....,.... LR N — N Aaane
m/z--> 20 40 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.91 29.09 ng/ul 1996530 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 2537 (17.910 min): BN003253.D (-2530) (-) m/z 73.00 100.00%
43 60 7B
5000 129
85 15 213 R S~
8 143107171185 199 | ,,; 256 17,60 17,80 18.00 18 20
0 m/z 59.95 86.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 SR AR A SR DU
17. 60 17. 80 18 00 18.20
m/z 43.05 82.36%

213
143 157171 185 199
Ol il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 78

17.60 17. 80 18.00 18.20

5000{ 29 256 m/z 57.05 71.93%
a5 129
213
8 115
I

L L T St MW MBS MR Wiy S MRt R |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid e R

43 oo 73 17.60 17.80 18.00 18.20

m/z 55.05 65.00%

5000 29
129
85 256
8 115 213
0 ‘ il ‘ MH \ HM‘ \H Ll ‘ 143 157 171 185 199 | 227239 .

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 5 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.09 7.19 ng/ul 493420 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis.cis-7.10.13-Hexadecatrienal 234 C16H260 056797-43-4 45
2 9.12.15-Octadecatrien-1-ol. (Z.Z... 264 C18H320 000506-44-5 41
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 38
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 38
5 1-Hexadecanol 242 C16H340 036653-82-4 35

Abundance Scan 2738 (19.092 min): BN003253.D (-2732) (-) m/z 55.10 100.00%

79
5000

18.80 19.00 19.20 19.40

135151 171 191 oq7 222

o m/z 41.10 69.85%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89222: cis,cis,cis-7,10,13-Hexadecatrienal
41
5000 LA L L L L LB
18.80 19.00 19.20 19.40
m/z 79.05 59.60%
121 135
0 162 177 234
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114273: 9,12,15-Octadecatrien-1-ol, (Z,Z,2)-
41
R R AEEEEEEEE SRS R
55 18.80 19.00 19.20 19.40
5000 93 m/z 69.00 55.11%
108
121
135
ol 149163177 195208221235
T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)- R a A BAREE T
56 69 18.80 19.00 19.20 19.40
83 m/z 57.10 51.44%
97
5000
111
4 125 264
. 138151165 180193 207 222235 249
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 6 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.19 3.61 ng/ul 335783 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83
Abundance Scan 2755 (19.192 min): BN003253.D (-2751) (-) m/z 73.00 100.00%
B 1B
5000 129
18:80 19.00 19.20 19.40 19.60
(o} m/z 43.05 97 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
48 57 73
5000 129 LRI SRR BRI B
18.80 19.00 19.20 19.40 19.60
m/z 60.00 85.91%
2
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
78
43 5 LIRS SRR B B
129 18.80 19.00 19.20 19.40 19.60
5000 28 284 m/z 57.05 81.42%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid A AR RS S
43 18.80 19.00 19.20 19.40 19.60
m/z 55.05 69.28%
5000
2
Ou:l-.z.lu‘l..‘i‘l‘..”.“l‘. o o R B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.23 2.32 ng/ul 216040 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3272 (22.233 min): BN003253.D (-3268) (-) m/z 57.10 100.00%
g7
5000 85
3 11 1 2200 22.20 22.40 22,60
ol LA T T 160 107,225 288 295 sm 367 "1 05 62.49%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 L SURRILR BN BN SO
85 22.00 22.20 22.40 22.60
29 m/z 43.05 57.17%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57
2200 22.20 22.40 22,60 _
5000 85 m/z 85.05 48.84%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane T T
57 22.00 22.20 22.40 22.60
m/z 55.00 23.20%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 8 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.36 3.73 ng/ul 387083 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Saualene 410 C30H50 000111-02-4 91
4 Saualene 410 C30H50 000111-02-4 91
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 3294 (22.362 min): BN003253.D (-3288) (-) m/z 69.05 100.00%
6o
5000 J
41 o A T
137 22.00 22.20 22.40 22.60
ol I w gl 417 Q175 203 231263273 341367 | 77 g1 05  52.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 BB SRR
22.00 22.20 22.40 22.60
g m/z 41.05 23.29%
> 137
0 ] d d1y ]~ 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
22.00 22.20 22,40 22.60
5000 m/z 95.10 13.75%
41
’ 95 137
oL gl 317 | 163 191 217 245 273 299 34 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene R AR EEEEE L
69 22.00 22.20 22.40 22.60
m/z 68.10 11.76%
5000
41
137
0 Lt u 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.72 2.61 ng/ul 270918 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 3355 (22.721 min): BN003253.D (-3351) (-) m/z 57.05 100.00%

57
113 22.40 22.60 22.80 23.00
141 169 207

o...J,.u“l" |l (239267 825385 A5 1 hnyz 71.05  65.02%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

P

5000 85 e e e
22.40 22.60 22.80 23.00

m/z 43.10 55.69%

29
oL ﬂ1}311§1 169 197 225 253 295 323 367
i A, e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
e
85 22.40 22.60 22.80 23.00
5000 m/z 85.10 46.93%
29 113
oL L. | L) J 141 169 197 225 253 296
L ....,....,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane e L
57 22.40 22.60 22.80 23.00
m/z 55.00 21.57%
85
5000
29
LT } J AT 48,269 197 225 253 338
— e A e R e R
m/z--> 50 100 150 200 250 300 350 400 22. 40 22 60 22. 80 23. 00

SOM-EPA-BN101918MA_.M Tue Oct 23 11:25:16 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.89 3.62 ng/ul 375627 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3554 (23.892 min): BN003253.D (-3549) (-) m/z 57.05 100.00%

5000

%

23.60 23.80 24.00 24.20
m/z 71.10 71.34%

113 141 169 197

239 267

o 313 341

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 LA L L L L L LB
23.60 23.80 24.00 24.20
m/z 43.05 54 _28%
29 113 144
oL I 77,141 169 197 225 253 295 323 367
I a L B a EE e  a!
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
I AEEREE TS
23.60 23.80 24.00 24.20
5000 g5 m/z 85.10 50.42%
29
ol || | 112 141 169 197 225 253 281 309 337 365 394
A o L e B e e |
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T T T
57 23.60 23.80 24.00 24.20
m/z 55.00 22.01%
29 113 141 169
oL2 ||y |7y, 141 169 197 225 253 280 309 351 379 407 436
L e L A B S e e e | I AEEREE TS
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 11 27-Norergosta-5,22-dien-3-0... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .36 4.82 ng/ul 500330 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 27-Noreraosta-5.22-dien-3-ol. (3... 384 C27H440 058072-43-8 86
2 Cholesta-5.22-dien-3-0ol. (3.beta.)- 384 C27H440 092218-20-7 78
3 Desmosterol 384 C27H440 000313-04-2 25
4 Desmosterol 384 C27H440 000313-04-2 16
5 Pregna-5,17(20)-dien-3-ol, (3.be... 300 C21H320 001159-25-7 10

Abundance Scan 3634 (24.362 min): BN003253.D (-3627) (-) m/z 55.00 100.00%

55
81 159
5000

24.00 24.20 24.40 24.60

0..-.‘,'.'.1

m/z 69.10 85.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204815: 27-Norergosta-5,22-dien-3-ol, (3.beta.,222)-
255
1 384
5000 LA L L L L L B
300 24.00 24.20 24.40 24.60

m/z 81.00 66.62%
351

0 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #204801: Cholesta-5,22-dien-3-ol, (3.beta.)-
56
g1 111 L e o e N B
255 24.00 24.20 24.40 24.60
5000 133 159 m/z 159.05 64.76%
213 300 384
187 i 351 ‘
oLk | TN N T A
m/z--> 50 100 150 200 250 300 350 400
Abundance #204773: Desmosterol I REEEE R e
41 69 24.00 24.20 24.40 24.60
m/z 255.20 56 .64%
5000
271
119 145 300 384
213
LI N ilus 2o | Bopm T
m/z--> 50 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 12 Cholesterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .63 39.00 ng/ul 4045800 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 17-(1.5-Dimethvlhexvl)-10.13-dim... 386 C27H460 1000210-38-4 99
3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
4 Cholesterol 386 C27H460 000057-88-5 96
5 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 64
Abundance Scan 3680 (24.633 min): BN003253.D (-3670) (-) m/z 43.10 100.00%
43
107
81 145 275
5000
2440 24.60 24.80 25.00
ol m/z 55.00 74.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386
5000 LRI BRI U BRI I
24.40 24.60 24.80 25.00
m/z 107.05 74 .32%
I
m/z--> 50 100 150 200 250 300 350 400
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43
386 LA LNUL N R
24.40 24.60 24.80 25.00
5000 m/z 105.00 70.96%
Ottt
m/z--> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one A e e
43 24.40 24.60 24.80 25.00
m/z 95.05 69.05%
5000
81 105 o 286
255275
0:::‘ H“‘\L‘H HH:M?% ‘J Iw\\ H\ ‘233\ I\I3013263|5l3l‘lwl‘\llll ——T T T T —
m/z--> 50 100 150 200 250 300 350 400 24.40 24.60 24.80 25.00

SOM-EPA-BN101918MA_.M Tue Oct 23 11:25:19 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN102218\
Data File : BN003253.D

Aca On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_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 13 Ergosta-5,22-dien-3-ol, (3.... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .97 20.76 ng/ul 2153540 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 017472-78-5 90
2 Eraosta-5.22-dien-3-ol. (3.beta.... 398 C28H460 000474-67-9 90
3 Eraosta-7.22-dien-3-ol. (3.beta.... 398 C28H460 002465-11-4 70
4 Erqosta-5.7-dien-3-ol. (3.beta.)- 398 C28H460 000516-79-0 45
5 Ergosta-14,22-dien-3-ol, (3.beta... 398 C28H460 055514-97-1 43
Abundance Scan 3737 (24.968 min): BN003253.D (-3730) (-) m/z 69.05 100.00%
6o
5000/ 43 91 133 159 255 ‘A~}/\\wahmvj/\\\M\ﬂwnvwﬁhfv
2460 24.80 25.00 25.20
o m/z 55.10 99.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211523: Ergosta-5,22-dien-3-ol, (3.beta.,22E,24S)-
69
5000 UL BRI U
41 24.60 24.80 25.00 25.20
m/z 81.00 61.75%
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #211521: Ergosta-5,22-dien-3-ol, (3.beta.,22E)-
69
24.60 24.80 25.00 25.20
5000 255 m/z 67.00 52.47%
0 I I ’/\‘\—/\NJ
m/z--> 50 100 150 200 250 300 350 400
Abundance #211527: Ergosta-7,22-dien-3-ol, (3.beta.,5.alpha.,22E)- L B o e
69 24.60 24.80 25.00 25.20
271 m/z 133.05 51.22%
- j\\/\w
0% UL BRI U
m/z--> 50 100 150 200 250 300 350 400 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN102218\
Data File : BN003253.D

Acq On : 22 Oct 2018 23:18

Operator : MJ/SJ

Sample - J5568-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101918MA_M
SVOA 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]
Hexanoic acid 6.67 2.8 ng/ul 58049 1 7.60 411249 20.0
2-Hydroxy-3,5,5-t... 17.79 2.8 ng/ul 190564 4 17.00 1372770 20.0
n-Hexadecanoic acid 17.91 29.1 ng/ul 1996530 4 17.00 1372770 20.0
unknown-01 19.09 7.2 ng/ul 493420 4 17.00 1372770 20.0
Octadecanoic acid 19.19 3.6 ng/ul 335783 5 21.21 1858950 20.0
(DEL) Alkane: Str... 22.23 2.3 ng/ul 216040 5 21.21 1858950 20.0
Squalene 22.36 3.7 ng/ul 387083 6 23.42 2074910 20.0
(DEL) Alkane: Str... 22.72 2.6 ng/ul 270918 6 23.42 2074910 20.0
(DEL) Alkane: Str... 23.89 3.6 ng/ul 375627 6 23.42 2074910 20.0
27-Norergosta-5,2... 24.36 4.8 ng/ul 500330 6 23.42 2074910 20.0
Cholesterol 24 _63 39.0 ng/ul 4045800 6 23.42 2074910 20.0
Ergosta-5,22-dien... 24.97 20.8 ng/ul 2153540 6 23.42 2074910 20.0
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