LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51546.D

Acqg On : 15 Dec 2021 21:05
Operator : CG/JU

Sample : M4995-09

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51546.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.582 11 16 17 rBvV3 8685 12597 0.87% 0.104%
2 3.600 17 19 23 rW 10659 16316 1.12% 0.135%
3 3.641 23 26 34 rvVB2 14445 23241 1.60% 0.192%
4  4.040 99 94 102 rBV2 17616 34443  2.37% 0.285%
5 4.387 148 153 156 rBvV3 2165 2688 0.18% 0.022%
6 4.933 241 246 252 rVW3 11411 19595 1.35% 0.162%
7 7.406 659 667 678 rBV 46536 85160 5.85% 0.704%
8 7.583 690 697 705 rBV 126984 211218 14.51% 1.745%
9 7.800 727 734 742 rBV 132539 230785 15.85% 1.907%
10 7.900 744 751 753 rBvV2 944 1609 0.11% 0.013%
11 8.282 808 816 822 rBV 112592 192227 13.20% 1.589%
12 8.470 844 848 850 rBV 1013 1552 0.11% 0.013%
13 8.969 926 933 940 rBvV2 117703 202321 13.90% 1.672%
14 9.357 996 999 1003 rBV 1319 1882 0.13% 0.016%
15 9.445 1007 1014 1024 rVV 171876 305017 20.95% 2.521%
16 9.527 1024 1028 1030 rVB 1471 1691 0.12% 014%
17 9.885 1082 1089 1093 rVVv2 5142 8118 0.56% 067%

18 10.179 1131 1139 1148 rVB 137544 246277 16.92%
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19 10.720 1222 1231 1238 rBV = 212774 366591 25.18% 029%
20 10.872 1250 1257 1261 rVB3 1941 3845 0.26% 032%
21 11.119 1290 1299 1307 rBV 148576 272730 18.73%  2.254%
22 11.237 1311 1319 1326 rVV 161950 288792 19.84%  2.387%
23 12.141 1468 1473 1476 rVB 1151 1994 0.14% 0.016%
24 12.511 1531 1536 1541 rBV3 2925 4027 ©.28% 0.033%
25 12.687 1563 1566 1569 rVB3 3082 4273 0.29% ©0.035%
26 12.881 1596 1599 1606 rVB 1255 1963 0.13% 0.016%
27 13.046 1623 1627 1631 rVB 1302 2150 0.15% 0.018%
28 13.281 1664 1667 1669 rBV2 1765 1703 0.12% ©0.014%
29 13.298 1669 1670 1675 rVB 1183 1551 0.11% 0.013%
30 13.463 1693 1698 1703 rVB2 1471 2323 0.16% 0.019%
31 13.522 1705 1708 1711 rBV3 1286 1524 0.10% 0.013%
32 13.739 1738 1745 1753 rBV3 6858 12824 0.88% 0.106%
33 14.303 1832 1841 1847 rBV 475665 673275 46.25% 5.564%
34 14.532 1877 1886 1885 rvv3 5981 8934 0.61% 0.074%
35 14.608 1885 1893 1900 rVV 470855 743363 51.06% 6.143%

36 14.685 1903 1906 1909 rVB2 1249 1510 0.10% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51546.D

Acqg On : 15 Dec 2021 21:05
Operator : CG/JU

Sample : M4995-09

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

37 14.796 1921 1925 1933 rBV3 3841 6708 0.46% 0.055%
38 14.914 1937 1945 1952 rVB 264150 417751 28.69%  3.452%
39 15.067 1965 1971 1977 rBV 55994 93022 6.39% 0.769%
40 15.178 1986 1990 1993 rVB2 1252 1638 0.11% 0.014%
41 15.243 1998 2001 2005 rVB2 1436 2258 0.16% 0.019%
42 15.296 2005 2010 2016 rBV4 2746 4895 0.34% 0.040%
43 15.478 2035 2041 2042 rBvV3 1424 1511 0.10% 0.012%
44 15.537 2048 2051 2054 rBvV2 2235 2470 0.17% 0.020%
45 15.631 2065 2067 2072 rVB2 3120 3349 0.23% 0.028%
46 15.701 2074 2079 2083 rBv4 11911 18358 1.26% 0.152%
47 15.736 2083 2085 2088 rVB3 1859 2482 0.17% 0.021%
48 15.901 2106 2113 2121 rBV 663243 986313 67.75% 8.151%
49 15.995 2123 2129 2139 rBV 232999 346457 23.80% 2.863%
50 16.136 2150 2153 2158 rVB3 3374 3821 0.26% 0.032%
51 16.253 2170 2173 2175 rVB3 2337 2629 0.18% 0.022%
52 16.300 2178 2181 2184 rVV3 2811 3033 0.21% 0.025%
53 16.394 2192 2197 2204 rBv2 13349 20152 1.38% 0.167%
54 16.529 2219 2220 2221 rBV 3012 1792 0.12% 0.015%
55 16.576 2224 2228 2231 rVV4 2876 4002 0.27% 0.033%
56 16.600 2231 2232 2235 rVB2 3036 2378 0.16% 0.020%
57 16.670 2241 2244 2245 rBV3 2071 2182 0.15% ©0.018%
58 16.782 2258 2263 2268 rBV6 2873 4886 0.34% 0.040%
59 16.899 2277 2283 2287 rBV5 7099 12354 0.85% 0.102%
60 16.946 2289 2291 2293 rBV2 3595 3713 0.26% 0.031%
61 17.017 2299 2303 2304 rBV3 1368 1701 0.12% 0.014%
62 17.117 2316 2320 2324 rBV3 2528 3483 0.24% 0.029%
63 17.187 2327 2332 2333 rBV3 1768 2341 0.16% 0.019%
64 17.358 2358 2361 2363 rBV3 2803 3469 0.24% 0.029%
65 17.393 2364 2367 2371 rBV4 6022 6060 0.42% 0.050%
66 17.557 2391 2395 2396 rBV3 3369 3861 ©.27% 0.032%

67 17.657 2405 2412 2418 rVV 366984 554222 38.07% 4.580%
68 17.757 2422 2429 2437 rVB 798560 1234134 84.77% 10.199%

69 17.880 2448 2450 2451 rBV2 1739 1495 0.10% 0.012%
70 18.021 2471 2474 2476 rBV4 2850 3278 0.23% 0.027%
71 18.115 2487 2490 2492 rBV3 2048 1924 0.13% 0.016%
72 18.139 2492 2494 2499 rVB5 4617 5758 ©.40% 0.048%
73 18.180 2499 2501 2502 rBV2 2889 2549 0.18% 0.021%
74 18.215 2505 2507 2510 rBV 1238 1568 0.11% 0.013%
75 18.303 2521 2522 2530 rVB6 2952 5042 ©.35% 0.042%
76 18.415 2540 2541 2543 rBV2 1957 1488 0.10% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51546.D

Acqg On : 15 Dec 2021 21:05
Operator : CG/JU

Sample : M4995-09

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

77 18.456 2545 2548 2550 rVB3 3068 3136 0.22% 0.026%
78 18.486 2550 2553 2554 rBV2 3331 3291  0.23% 0.927%
79 18.527 2554 2560 2565 rBV2 52800 81184 5.58% 0.671%
80 18.638 2577 2579 2581 rVB3 2778 1931 0.13% 0.016%
81 18.820 2608 2610 2614 rBV5S 2224 3101 0.21% 0.026%
82 18.955 2631 2633 2634 rBV2 2254 1474 0.10% 0.012%
83 19.026 2644 2645 2647 rVB2 3034 1504 0.10% 0.012%
84 19.055 2647 2650 2651 rBV3 2663 2784 0.19% 0.023%
85 19.279 2686 2688 2689 rBV2 2361 1625 0.11% 0.013%
86 19.384 2704 2706 2709 rBV3 4784 6170 0.42% 0.051%
87 19.519 2728 2729 2730 rBV 3198 1459 0.10% 0.012%
88 19.596 2738 2742 2746 rBV3 15042 21028 1.44% 0.174%
89 19.631 2746 2748 2749 rVV2 4268 3271 0.22% 0.027%
90 19.666 2751 2754 2757 rVB2 11596 14748 1.01% 0.122%
91 19.784 2770 2774 2781 rBV2 48349 67222 4.62% ©.556%
92 20.030 2810 2816 2825 rVB 1020171 1455881 100.00% 12.031%
93 20.113 2828 2830 2833 rBV3 4037 3150 0.22% 0.026%
94 20.142 2833 2835 2836 rBV2 4013 2183 0.15% ©0.018%
95 21.581 3076 3080 3086 rBV5 33237 55768 3.83% 0.461%
96 21.846 3123 3125 3128 rBV3 9167 10830 0.74% ©0.089%

97 21.975 3141 3147 3154 rVB 345212 589283 40.48% 4.870%
98 25.235 3690 3702 3715 rVB2 473854 1443457 99.15% 11.929%
99 25.470 3733 3742 3752 rVB2 181567 549185 37.72%  4.538%
100 26.798 3966 3968 3969 rBvV2 8044 6552 0.45% 0.054%

Sum of corrected areas: 12100853
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
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200000

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
BGO51546.D

: 15 Dec 2021 21:05
: CG/JU
: M4995-09

: 44  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

TIC: BG051546.D\data.ms

10.720

9.445
758800 gogr  8.969 10. 179 1111 7
7.40
BBBPL4.0404 387 4.933 mﬂgoo ABTA?O 9.353279. 885 12,1412 $BEB04
OF/\/H_T—Y_TI\V-TT\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\T\ \'\‘y—v—r\ ]—v—v—v—r‘ “Y_Y_r\ \ j_r\\

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 11.00 11.50 1200 12. 50 1300

Abundance
1000000

800000

600000

400000

200000

0_,

Time-->
Abundance

1000000

800000

600000

400000

200000

TIC: BG051546.D\data.ms
20.030

17.757

15.901

14.303.608

21.975

21581

) 5 ¢
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ LA B

T T
13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 1900 1950 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG051546.D\data.ms

25.235

5.470

26.798

0

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

SFAM-EPA-BG12

1421.M Thu Dec 23 02:08:25 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51546.D

Acqg On : 15 Dec 2021 21:05
Operator : CG/JU

Sample : M4995-09

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.933 2.04 ng/ul 19595 1,4-Dichlorobenzene-d4 8.276

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-N-(1-cyanocyclohexyl)ac... 200 C9H13C1N20 078734-78-8 9
2 4-Chloro-1,5-naphthyridine 164 C8H5CIN2 007689-63-6 7
3 Ethyl (3-pyridyl)carbamate 166 C8H1ON202 006276-11-5 5
4 Phosphorodichloridothioic acid, ... 164 CH3C120PS 002523-94-6 5
5 4-Chloro-2-aminopyrimidine 129 C4AHACIN3 003993-78-0 5
Abundance Scan 246 (4.933 min): BG051546.D\data.ms (-241) (-) m/z 165.85 100.00%
165.8
94.0 128.9
5000
59.0 \
R RARREE S
‘H ‘ H ‘ 4.60 4.80 5.00 5.20
\\\‘\\\\“\\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/z 163.85 75-69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #76456: 2-Chloro-N-(1-cyanocyclohexyl)acetamide
94.0
165.0 I
5000 LB L B I B B |
410 4.60 4.80 5.00 5.20
68.0 123.0 m/z 128.95 68.79%
18.0 Ll a0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40230: 4-Chloro-1,5-naphthyridine
102.0 164.0
AR AR
4.60 4.80 5.00 5.20
5000 129.0 m/z 93.95 64.38%
51.0 75'0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41919: Ethyl (3-pyridyl)carbamate ““H““H““W“‘W
94.0 166.0 4.60 4.80 5.00 5.20
m/z 167.85 47.72%
29.0
5000
67.0
‘ ‘ 120.0
‘H‘Mmw‘“w‘h_sw‘“M‘_W‘MW_‘ SN § S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51546.D

Acqg On : 15 Dec 2021 21:05
Operator : CG/JU

Sample : M4995-09

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.527 2.93 ng/ul 81184  Phenanthrene-die 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2560 (18.527 min): BG051546.D\data.ms (-2554) (-  m/z 73.00 100.00%

41.1 73.0
5000 129.1 213.2
171.3 Cabu P ‘
‘ ‘ ‘ 256.4 18.50
‘M‘”W SEETE u‘w‘ \ N “‘ e m/z 41.15 89.67%
mi/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT ‘
18.50
97.0 1o 2130 2560 m/z 43.15 82.98%
—— ‘M‘H‘H W ‘H“‘\‘ Hh“‘\ M‘n} ‘\ ‘ “ “ “‘ \‘ “ - “\‘ ——
mi/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
T I
18.50
5000 m/z 60.05 75.74%
129.0
213.0
Lledda, 7]
ol Wl L L
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid ey
73.0 18.50
m/z 55.15 67.65%
43.0 129.0 256.0
5000
213.0
H 171.0
| m N“u‘k‘k‘h bl ‘M e i A
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51546.D

Acqg On : 15 Dec 2021 21:05
Operator : CG/JU

Sample : M4995-09

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.784 2.43 ng/ul 67222  Phenanthrene-die 17.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 96

Abundance Scan 2774 (19.784 min): BG051546.D\data.ms (-2770) (- m/z 73.15 100.00%

73.2
5000 129.2
185.2
24132843 7 —
» ‘ | ‘ ] 354.9 19.50 20.00
SRR the L w“‘w‘wu“u‘ m/z 43.15  97.22%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000/ 280 284.0 — —
185.0 241.0 19.50 20.00
m/z 60.15 81.89%
— \“‘ il
mi/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
TR Al I ‘ﬁ m
19.50 2000
5000 129.0 m/z 57.15 40%
3.0
284.0
‘ 1850 2410 ‘
. ““ H‘ \‘H‘n‘\\h“\ M H ‘ \‘ “ ““ ‘\‘\‘ ‘\ ‘\‘ . ‘\‘ T
m/z--> 50 100 150 200 250 300 350 )MﬂMMNMWWM
Abundance #179089: Octadecanoic acid Mf
73.0 19. 50 20 00
m/z 55.15 68.75%
5000 129.0
29. | ‘ 1850 2410 284.0
g LT L P
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51546.D

Acqg On : 15 Dec 2021 21:05
Operator : CG/JU

Sample : M4995-09

Misc :

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA 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|
unknown-01 4.933 2.0 ng/ul 19595 1  8.276 192227 20.0
n-Hexadecanoic ... 18.527 2.9 ng/ul 81184 4 17.657 554222 20.0
Octadecanoic acid 19.784 2.4 ng/ul 67222 4 17.657 554222 20.0
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